LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141767.D

Acqg On : 25 Feb 2025 16:35
Operator : RC/JU

Sample : Ql415-03

Misc :

ALS Vvial : 14 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-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF141767.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.169 348 353 366 rBvV 76540 123026 7.34% 1.065%
2 5.404 558 563 590 rBvV 925693 1397247 83.34% 12.092%
3  6.422 731 736 763 rBV 965895 1440200 85.90% 12.464%
4 6.781 792 797 804 rBV 343020 439562 26.22%  3.804%
5 7.345 887 893 921 rBV 620622 929257 55.42%  8.042%
6 7.622 934 940 956 rBvV2 13528 43909 2.62% ©0.380%
7 8.063 1007 1015 1046 rVB 405670 612718 36.54% 5.303%
8 8.481 1082 1086 1097 rBvV2 11430 28505 1.70% 0.247%
9 8.651 1110 1115 1119 rVB 23536 29162 1.74% 0.252%
10 9.134 1192 1197 1208 rBV 1279829 1676633 100.00% 14.510%
11  9.216 1208 1211 1222 rVB 13547 24203  1.44% 209%

12 9.810 1307 1312 1327 rBV 447409 638265 38.07%
13 10.528 1429 1434 1442 rBV 88600 122353 7.30%
14 10.604 1442 1447 1463 rVV 598616 870508 51.92%
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15 11.298 1560 1565 1582 rVB 431697 600720 35.83% 199%
16 11.833 1651 1656 1668 rBV2 32644 80572 4.81% 0.697%
17 12.622 1786 1790 1798 rBV5 6663 18026 1.08% ©0.156%
18 12.880 1829 1834 1847 rBV 1112299 1423253 84.89% 12.317%
19 13.786 1983 1988 2005 rBVe 21109 77342  4.61% 0.669%

20 13.939 2009 2014 2026 rVB 316544 449213 26.79% 3.888%
21 14.769 2151 2155 2164 rBV 37677 52177 3.11% ©.452%
22 15.386 2254 2260 2274 rBV 274726 477917 28.50% 4.136%

Sum of corrected areas: 11554768
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 25 Feb 2025 16:35
: RC/JU
: Q1415-03

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
BF141767.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141767.D

Acqg On : 25 Feb 2025 16:35
Operator : RC/JU

Sample ¢ Q1415-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Diethyl carbonate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.169 5.60 ng 123026 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl carbonate 118 C5H1e03 000105-58-8 83
2 2,3-Butanediol 90 C4H1e02 000513-85-9 9
3 Diethyl pyrocarbonate 162 C6H1005 001609-47-8 9
4 2-Propanol, 1-methoxy- 90 C4H1002 000107-98-2 9
5 Propanoic acid, 2-hydroxy-, ethy... 118 C5H1003 000097-64-3 9

Abundance Scan 353 (4.169 min): BF141767.D\data.ms (-348) (-) m/z 45.10 100.00%

45.1
5000 91.0
63.0
3.80 4.00 4.20 4.40
Obrrprrerprrrr ettt e e m/z 91,00 39.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9872: Diethyl carbonate
45.0
29.0 A
5000 91.0 T T T T T T T
3.80 4.00 4.20 4.40
63.0 m/z 63.00 18.52%
0 150 \“ | A | 76.0 119.0
H\‘\H\‘HH‘HH‘HH‘H\\‘\H\‘H\\‘H\\‘H\\‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #2576: 2,3-Butanediol
45.0

3.80 4.00 4.20 4.40

5000 ITI/Z 42.95 7.73%
27.0
O 580, 780 00
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #38143: Diethyl pyrocarbonate T
29.0 3.80 4.00 4.20 4.40
45.0 m/z 46.00 3.94%
63.0
5000 91.0
o 150 M \‘ R N « X0 T 118.0
AR A Raaa L i A s Aaa e e LSRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141767.D

Acqg On : 25 Feb 2025 16:35
Operator : RC/JU

Sample ¢ Q1415-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 2
R.T. EstConc Area Relative to ISTD R.T.
10.528 3.83 ng 122353  Acenaphthene-di10 9.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 Vinyl benzoate 148 C9H802 000769-78-8 47
5 Benzoic acid, phenyl ester 198 C13H1e02 000093-99-2 47
Abundance Scan 1434 (10.528 min): BF141767.D\data.ms (-1429) (-} | m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
N T
10.50
152.0
0l L 2200 TR myz 77.00 61.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — :
10.50
51.0 m/z 182.10  53.72%
J270 || 10 1520 |
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 105.0
N T
10.50
5000 182.0 m/z 51.00 26.78%
51.0
32.0 150.0
0‘H1‘,‘“"“HH‘HH_H“HH‘H“M‘HH_H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32009: Acetophenone, 2-chloro- — ‘
105.0 10.50
m/z 181.10 8.90%
77.0
5000
51.0
0 270 I \‘ I | | 15\40
et —
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141767.D

Acqg On : 25 Feb 2025 16:35
Operator : RC/JU

Sample ¢ Q1415-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.833 2.68 ng 80572  Phenanthrene-dle 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 50

Abundance Scan 1656 (11.833 min): BF141767.D\data.ms (-1651) (- m/z 73.00 100.00%

43.0 (73.0
5000 129.0

| 1150 12.00
Olrrrprrre il m/z 60.00  94.42%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0
11. 50 12 00

m/z 43.05 93.99%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0

11. 50 12 00
5000 129.0 ITI z 57.10 82.63%
199.0
ks e 1
0%§RM“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180 200 220 240260
Abundance #109281: Tetradecanoic acid 1 f\[AV4“” —r
73.0 11. 50 12.00
43.0 m/z 55.05 79.34%
5000
129.0
185.0 228.0
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\BF@22525\
Data File : BF141767.D

Acqg On : 25 Feb 2025 16:35
Operator : RC/JU

Sample ¢ Q1415-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 2- Chloropropionic acid, oc... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.786 3.44 ng 77342  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
3 1-Tricosene 322 C23H46 018835-32-0 90
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87

5 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 87

Abundance Scan 1988 (13.786 min): BF141767.D\data.ms (-1983) (- m/z 57.10 100.00%
57.1
97.0
5000
1350  14.00
135.1 : :
209.0 281.1
0 “h“‘ ‘ “‘“ﬂ‘l‘ﬂﬁ T m/z 55.05  90.99%
miz--> 50 100 150 200 250 300 350
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
5000 — —
13.50 14.00
m/z 43.05 77.16%
, 250.0
oL L 390 1850 2970 360,
L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
97.0 T 7 1
13.50 14.00
5000 m/z 83.05 72.48%
39.0 210.0
olsg LI LLERO 002550 s
m/z--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene T —
43.00 83.0 13.50 14.00
m/z 97.05 61.94%
5000
25.0
SERERL ERURNEL L IR N .
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141767.D

Acqg On : 25 Feb 2025 16:35
Operator : RC/JU

Sample ¢ Q1415-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.769 2.18 ng 52177  Perylene-d12 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 80
4 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C16H26 062235-06-7 59
5 (2E,6E)-3,7,11-Trimethyldodeca-2... 404 C27H4802 078368-58-8 56
Abundance Scan 2155 (14.769 min): BF141767.D\data.ms (-2151) (- m/z 69.10 100.00%
69.1
5000 \/\_’J\w
— —
137.1 14.50 15.00
189.1
I ¥ Al 18912311 2820 o, gl.e5  48.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 = —
14.50 15.00
m/z 41.10  27.59%
137.0
077 o bbl g, 1910 273.0 3410 410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
— —
14.50 15.00
5000 m/z 95.00 14.66%
121.0
0270 1 4y )yl 11750 23102730 3410 a0y
e e e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol — ——
69.0 14.50 15.00
m/z 68.10 13.48%
5000
137.0
D
0-74 “‘ Loyl w030 VT
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141767.D

Acqg On : 25 Feb 2025 16:35
Operator : RC/JU

Sample : Q1415-03

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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|
Diethyl carbonate 4.169 5.6 ng 123026 1 6.781 439562 20.0
Benzophenone 10.528 3.8 ng 122353 3 9.810 638265 20.0
n-Hexadecanoic ... 11.833 2.7 ng 80572 4 11.298 600720 20.0
2- Chloropropio... 13.786 3.4 ng 77342 5 13.939 449213 20.0
Supraene 14.769 2.2 ng 52177 6 15.386 477917 20.0
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