LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49788.D

Acqg On : 02 Apr 2025 13:28
Operator : RC/JU

Sample : Q1679-05

Misc :

ALS vial : 6 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 M\Methods\8270-BM@31325.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@49788.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.016 3 5 11 rvB 106083 128104 1.07% 0.185%
2 4,905 320 326 334 rVB 488304 662576 5.55% 0.955%
3 5.369 398 405 412 rBV 4493356 6122288 51.29% 8.822%
4 6.957 666 675 690 rBV 4304492 6432889 53.89% 9.269%
5 7.787 809 816 822 rBV 1047434 1568167 13.14% 2.260%

6 8.940 1005 1012 1020 rBV 2440497 3779406 31.66% 5.446%
7 10.581 1283 1291 1300 rBV 1211387 1970106 16.50%  2.839%
8 13.051 1703 1711 1718 rBV 6013786 8213882 68.81% 11.836%
9 14.427 1936 1945 1953 rBV 1862642 2572748 21.55% 3.707%
10 15.786 2169 2176 2185 rBV 649727 846789  7.09%  1.220%

11 15.916 2191 2198 2210 rBV 5383156 7053460 59.09% 10.164%
12 17.168 2405 2411 2416 rBV 2268378 3011702 25.23%
13 18.074 2559 2565 2573 rBV 923678 1339049 11.22%
14 18.139 2573 2576 2586 rVB 85096 172756 1.45%
15 19.227 2756 2761 2769 rBV 166287 248696 2.08%

®®r N
N
N
G
3R

16 19.351 2778 2782 2793 rBV 433793 696470 5.83% 1.004%
17 19.557 2812 2817 2820 rBV 241480 382427 3.20% ©.551%
18 19.586 2820 2822 2825 rVB 136162 148733 1.25% ©.214%
19 19.792 2852 2857 2864 rBV 10463574 11937389 100.00% 17.201%
20 20.486 2972 2975 2987 rVB 484756 605775 5.07% ©.873%

21 21.092 3074 3078 3087 rBV 478618 762219 6.39% 1.098%
22 21.315 3113 3116 3123 rVB 190199 222615 1.86% 0.321%
23 21.403 3124 3131 3135 rVV 2952977 4504543 37.73% 6.491%
24 21.445 3135 3138 3146 rVB 355713 546744 4.58% ©.788%
25 21.609 3163 3166 3178 rVB2 202665 295984  2.48% 0.426%
26 22.186 3259 3264 3266 rBv4 212957 395125 3.31% ©0.569%
27 22.827 3370 3373 3378 rVB2 134044 202763 1.70% ©.292%
28 23.450 3475 3479 3485 rBV 193329 351851 2.95% ©.507%
29 24.397 3633 3640 3660 rVB 1603383 4224282 35.39% 6.087%

Sum of corrected areas: 69399538
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Apr 2025 13:28
: RC/JU
: Q1679-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM040225\
BM049788.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BM049788.D\data.ms

5.369 6.957

8.940

7.787
4.905

016

10.581

0

Time--> 3.00 350 4.00 450 500 550 600 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BM049788.D\data.ms

3.051
15.916

17.168
14.427

18.074

i Wi 293w

19.y92

21.403

20.486 21.09xd4B0g 22.186

0

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BM049788.D\data.ms

24.397

827 23.450

0

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M
Data File : BM@49788.D

Acqg On : 02 Apr 2025 13:28
Operator : RC/JU

Sample : Q1679-05

Misc

ALS vial : 6 Sample Multiplier: 1

Library Search Compound Report

\Data\BM@40225\

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M

Quant Title : ASP BNA STANDARDS FOR

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

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

4005 sasng 662576 1,4-Dichlorobenzene-dd  7.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 28
3 Tetraglyme 222 C10H2205 000143-24-8 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
Abundance Scan 326 (4.905 min): BM049788.D\data.ms (-320) (-) m/z 43.00 100.00%
43.0
5000
101.1 RN A RERNEREE
‘ 4.60 4.80 5.00 5.20
(
ol bl o 18291651 207.9 2801 /7 59.95  53.39%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I N R R R
4.60 4.80 5.00 5.20
101.0 m/z 101.10 19.98%
0
miz--> 50 100 150 200 250
Abundance #16417: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43.0
AR R
4.60 4.80 5.00 5.20
5000 m/z 58.05 16.62%
101.0
01300 L o
m/iz--> 50 100 150 200 250
Abundance #100837: Tetraglyme BERERENEEEEE Sy e
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.45%
5000
290 103.0
oL ﬁ‘h‘ ‘ . 1830 1770
A — R AR R m e a S
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49788.D

Acqg On : 02 Apr 2025 13:28
Operator : RC/JU

Sample : Q1679-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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.
15.786 6.58 ng 846789  Acenaphthene-di10 14.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 49
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
Abundance Scan 2176 (15.786 min): BM049788.D\data.ms (-2169) (- | m/z 105.00 100.00%
105.0
182.1
5000
51.0 T ‘ T T ‘ T
15.50 16.00
152.1
ob e 280 s 77,05 70.51%
miz-> 50 100 150 200 250
Abundance #56925: Benzophenone
105.0
182.0
5000 —— ——
15.50 16.00
510 m/z 182.10  60.79%
| 152.0 |
O\\‘\‘\‘\\“M\\“\\\\“‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #32010: Acetophenone, 2-chloro-
105.0
—— —
15.50 16.00
5000 m/z 51.00 25.95%
51.0
0140 1 \‘ wol ‘ 1540
el e —
miz--> 50 100 150 200 250
Abundance #30107: Benzenecarbothioic acid, S-methyl ester — e
105.0 15.50 16.00
m/z 181.00 10.31%
5000
51.0
152.0
b e S
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49788.D

Acqg On : 02 Apr 2025 13:28
Operator : RC/JU

Sample : Q1679-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.074 8.89 ng 1339050  Phenanthrene-d10 17.168
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 55
Abundance Scan 2565 (18.074 min): BM049788.D\data.ms (-2559) (- | m/z 73.05 100.00%
73.0
5000
129.0
213.2 — |
H | ‘17‘1-1 ‘ 256.3 18.00
o317 Al L Ll T 342y 4310 85.82%
miz--> 50 100 150 200 250 300
Abundance #143509: n-Hexadecanoic acid
5000 256.0 1 T
129.0 18.00
3.0 m/z 60.00 84.07%
‘ 171.0
Ot ‘\”h“‘ M\N \““\ \‘ \‘\M‘ e “\ L
miz--> 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
T
18.00
5000 129.0 m/z 55.05 69.86%
29. 171.0
‘ 214.0
ol “M wm‘“ 1 T O ‘ SNE——
m/iz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid e ‘
73.0 18.00
m/z 41.10 68.22%
5000 129.0
29.
‘ 199.0 242.0
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49788.D

Acqg On : 02 Apr 2025 13:28
Operator : RC/JU

Sample : Q1679-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.351 3.09 ng 696470  Chrysene-di12 21.403
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 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 49
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 35

Abundance Scan 2782 (19.351 min): BM049788.D\data.ms (-2778) (- | m/z 73.00 100.00%

73.0
5000
129.0
185.1

241.2 e —

‘ ‘ 284.3 19.00 19.50
0,38 ol Ll b L 3841 4310 90.77%

miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid MMN\MJM/kMA\\AWJ\MVIk
73.0

5000 129.0 19i00 19.‘50

29,4 m/z 60.00 80.11%

. 185.0 5471 2840
0 H}M‘\“‘l \‘|‘\ \‘ \“\ “ Tty \L| T \L\ T T T
m/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid
= —T
19.00 19.50
5000 ITI/Z 57.10 73.43%
50 129.0 242.0
i) L
0 ! ‘”““m‘,MM““‘MH‘,HH‘HH“
m/z--> 150 200 250 300 350

Abundance #109281: Tetradecanoic acid _— ——
73.0 19.00 19.50

m/z 55.05 70.75%

129.0
185.0 228.0
HM‘ h” M‘\ it

o T
m/z--> 100 150 200 250 300 350 19.00 19.50

5000
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Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM040225\

Data Path :

Data File : BM@49788.D

Acqg On : 02 Apr 2025 13:28
Operator : RC/JU

Sample : Q1679-05

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.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

5 9-Octadecenamide, (Z)-

Concentration Rank 6

000301-02-0 99
090949-53-4 64
004361-29-9 47
106010-22-4 35

R.T. EstConc Area Relative to ISTD
20.486 2.69 ng 605775  Chrysene-di12

Hit# of 5 Tentative ID MW MolForm
1 9-Octadecenamide, (Z)- 281 C18H35NO
2 7-Nonenamide 155 C9H17NO
3 3-Cyclohexylpropionamide 155 C9H17NO
4 Palmitoleamide 253 C16H31NO
5 13-Docosenamide, (Z)- 337 C22H43NO

000112-84-5 35

Abundance Scan 2975 (20.486 min): BM049788.D\data.ms (-2972) (- m/z 59.05 100.00%

59.0
5000
149.0
— =
40 207.0 20.50
o il 28113249 415 10 75 00 75.35%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 LA
20.50
m/z 55.10 47.76%
126.0
016 ‘M}“‘\‘W\”““‘} W\“H 4t “\178\4\.‘0\ T \2\8\;\? LA L
m/z--> 50 100 150 200 250 300 350 400
Abundance #32728: 7-Nonenamide
59.0

T
20.50

5000 m/z 41.05 42.29%
155.0
0 T —
m/z--> 50 100 150 200 250 300 350 400
Abundance #32738: 3-Cyclohexylpropionamide —
72.0 20.50
m/z 43.10  29.18%
5000
T MJAMWﬂMVMAWAhWNuWn
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49788.D

Acqg On : 02 Apr 2025 13:28
Operator : RC/JU

Sample : Q1679-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M

Quant Title

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

: 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 6 Cyclopentadecane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.092 3.38 ng 762219  Chrysene-di12 21.403
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 92
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 90
5 Hexadecane 226 Cl16H34 000544-76-3 84

Abundance Scan 3078 (21.092 min): BM049788.D\data.ms (-3074) (-
57.1

5000

1.1 207.0

0 _\“ \‘ H ‘u a3t | 2810 3410 429

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

m/z 57.10 100.00%

%

21.00

m/z 43.10 81.89%

Abundance #87654: Cyclopentadecane
558.0
5000 T 1
110 21.00
m/z 71.10 68.38%
L, 20
O\\“\ “\\1‘\‘ “h‘\\\‘\‘l\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
" ‘
21.00
5000 ITI/Z 55.05 52.03%
o”w“w_ﬂ\ [FT0050 22002000
m/z--> 50 100 150 200 250 300 350 400
Abundance #173731: 3-Eicosene, (E)- — ‘
57.0 21.00
m/z 83.05 46.88%
5000
11.0
ot LLLLLLL 1670 2200 2200 )
m/z--> 50 100 150 200 250 300 350 400 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49788.D

Acqg On : 02 Apr 2025 13:28
Operator : RC/JU

Sample : Q1679-05

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.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-... 4.905 8.4 ng 662576 1 7.787 1568170 20.0
Benzophenone 15.786 6.6 ng 846789 3 14.427 2572750 20.0
n-Hexadecanoic ... 18.074 8.9 ng 1339050 4 17.168 3011700 20.0
Octadecanoic acid 19.351 3.1 ng 696470 5 21.403 4504540 20.0
9-Octadecenamid... 20.486 2.7 ng 605775 5 21.403 4504540 20.0
Cyclopentadecane 21.092 3.4 ng 762219 5 21.403 4504540 20.0
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