LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49792.D

Acqg On : 02 Apr 2025 16:04
Operator : RC/JU

Sample : Q1681-01

Misc :

ALS Vvial : 10 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@49792.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 19 rvB 103637 151898 1.29% 0.259%
2 4.904 320 326 336 rBv 580241 789518 6.71% 1.349%
3 5.369 398 405 420 rBV 3953666 5401287 45.91% 9.226%
4 6.957 668 675 690 rBV 3755968 5597436 47.58% 9.561%
5 7.787 809 816 824 rVB 977793 1486535 12.64% 2.539%

6 8.940 1004 1012 1020 rBV 2129540 3313614 28.17% 5.660%
7 10.581 1283 1291 1363 rVB 1148831 1836252 15.61%  3.137%
8 13.051 1704 1711 1718 rBV 5607333 7790339 66.22% 13.307%
9 14.427 1935 1945 1954 rBV 1644047 2408334 20.47% 4.114%
10 15.786 2171 2176 2183 rBV 241088 317546 2.70% 0.542%

11 15.916 2191 2198 2216 rBV 4396597 6004446 51.04% 10.257%
12 17.168 2404 2411 2417 rBV 2028894 2747087 23.35% 4.693%
13 18.068 2559 2564 2572 rBV 376642 581722 4.94%  0.994%
14 19.351 2777 2782 2789 rBV2 104158 176921 1.50% ©.302%
15 19.792 2852 2857 2864 rBV 11106560 11764708 100.00% 20.096%

16 20.486 2971 2975 2987 rVB 588832 727872  6.19%  1.243%
17 21.092 3074 3078 3089 rBv2 243631 417096 3.55% ©.712%

18 21.398 3125 3130 3136 rBV 2397290 3460070 29.41% 5.910%
19 24.397 3632 3640 3661 rVB 1414175 3569396 30.34% 6.097%

Sum of corrected areas: 58542077
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49792.D

Acqg On : 02 Apr 2025 16:04
Operator : RC/JU

Sample : Ql681-01

Misc

ALS Vvial : 10 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

Abundance TIC: BM049792.D\data.ms

le+07
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8.940
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BM049792.D\data.ms

19.792
le+07
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600000013.051
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Abundance TIC: BM049792.D\data.ms
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

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

BM@49792.D

: 02 Apr 2025 16:04
: RC/JU
: 01681-01

: 10 Sample Multiplier:

1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31325.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion 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
1 Glycolaldehyde dimethyl acetal Concentration Rank 6

Peak Number

R.T. EstConc Area Relative to ISTD R.T.
3.016 2.04 ng 151898 1,4-Dichlorobenzene-d4 7.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glycolaldehyde dimethyl acetal 106 C4H1e03 030934-97-5 56
2 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 40
3 Butane, 2-methyl-3-(methylthio)- 118 C6H14S 053897-51-1 39
4 Ethane, 2-chloro-1,1-dimethoxy- 124 C4H9C102 000097-97-2 36
5 3-Bromopropionaldehyde dimethyl ... 182 C5H11Br02 036255-44-4 36
Abundance Scan 5 (3.016 min): BM049792.D\data.ms (-3) (-) m/z 75.05 100.00%
75.0
5000
45.0
P TR P
H ‘ 1909 ( 3.103.203.303.40
ol A 1328 1999 2808 m/z 4s.00  32.08%
miz--> 50 100 150 200 250
Abundance #5623: Glycolaldehyde dimethyl acetal
75.0
5000 L R L B R
310 3.103.203.30 3.40
m/z 41.00 21.29%
oLl | H\ 1050
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #5393: Propane, 1,1-dimethoxy-
75.0
G
3.103.203.30 3.40
5000 m/z 47.00 19.12%
45.0
150‘
oLl L
m/iz--> 50 100 150 200 250
Abundance #10128: Butane, 2-methyl-3-(methylthio)- B RARRRsRRaRs S
75.0 3.103.203.30 3.40
m/z 73.10 17.54%
5000 43.0
118.0
m/z--> 50 100 150 200 250 3.103.203.30 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49792.D

Acqg On : 02 Apr 2025 16:04
Operator : RC/JU

Sample : Ql681-01

Misc

ALS Vvial : 10 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.904 10.62 ng 789518 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 t-Butyl nitrite 103 C4H9NO2 000540-80-7 42
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
Abundance Scan 326 (4.904 min): BM049792.D\data.ms (-320) (-) m/z 43.00 100.00%
43.0
5000
101.1 N R AR R
‘ 4.60 4.80 5.00 5.20
bl o 1931 28L0 p/7 59,16 51.01%
miz-> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R R
4.60 4.80 5.00 5.20
‘ 101.0 m/z 101.10 19.37%
O T T \‘ ‘\h ‘ T T \‘ T T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #5107: t-Butyl nitrite
30.0
A B
4.60 4.80 5.00 5.20
5000 m/z 58.10 17.03%
88.0
L
miz--> 50 100 150 200 250
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0 460480500520
m/z 41.00 8.32%
5000
101.0
ow“‘ e T T
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@49792.D

Acqg On : 02 Apr 2025 16:04
Operator : RC/JU

Sample : Ql681-01

Misc

ALS Vvial : 10 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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.786 2.64 ng 317546  Acenaphthene-d10 14.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 46
5 Benzoylformic acid 150 C8H603 000611-73-4 46
Abundance Scan 2176 (15.786 min): BM049792.D\data.ms (-2171) (- | m/z 104.95 100.00%
105.0
7.0 182.1
5000
51.0
1550 1600
152.0
Ot 1 1280 TR 2089 hys 77.00  68.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
1550 1600
51.0 m/z 182.05 64.11%
Q270 ||| 12601520
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56777: Azobenzene
71.0
182.0 1550 1600
5000 m/z 51.00 %
51.0 105.0
0270 ‘ 128.0 15%0 \
R E s B T ARE BRI LA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0 1550 1600
m/z 181.00 10.48%
77.0
5000
51.0
152.0
0 ?ZQW‘JH“kuu"_V‘w“u“ﬁ“u“_“w“u —r— -
m/z--> 20 40 60 80 100 120 140 160 180 200 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@49792.D

Acqg On : 02 Apr 2025 16:04
Operator : RC/JU

Sample : Ql681-01

Misc

ALS Vvial : 10 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.068 4.24 ng 581722  Phenanthrene-d10 17.168
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68
Abundance Scan 2564 (18.068 min): BM049792.D\data.ms (-2559) (- | m/z 73.00 100.00%
73.0
5000
129.1 M~MNAMMWWMM$W
213.2 . |
| 171.3{ ‘ 256.1 ‘ 18.00
o3¢ b Ll 385 6e.00 89.26%
miz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ﬁ“
18.00
171.0 213.0 256.0 m/z 43.05 86.99%
0' ‘\“h““ ;‘““\h} \““\ \‘ \‘\ “ \“1‘\ T “‘\ LI ‘ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid
73.0
1 \
18.00
5000 129.0 m/z 55.05 75.28%
185.0
29. 228.0
0’ ‘NWMMW\M‘Hj\MH\\L\\‘\\\\ 1
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid T ‘
73.0 18.00
m/z 57.10 67.62%
5000 129.0
29. 171.0
‘ 214.0
0 wm“w‘w Ll w“w‘u”_m_m,‘ e
m/z--> 50 100 150 200 250 300 350 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
BM@49792.D

: 02 Apr 2025 16:04

: RC/JU

: 01681-01

. 10

Quant Method

Quant Tit

TIC Libra

le

ry

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031325.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 5 9-Octadecenamide, (Z)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.486 4.21 ng 727872  Chrysene-di12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 Octanamide 143 C8H17NO 000629-01-6 59
4 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 50
5 Diazene, [1-(2,2-dimethylhydrazi... 172 C8H20N4 061940-94-1 47

Abundance Scan 2975 (20.486 min): BM049792.D\data.ms (-2971) (- | m/z 59.05 100.00%
59.0
5000 ﬁ\
98.0 éde
’ 40.1 207.0
- H“ A 22 2070 2641 3559 L. 7505 72.17%
miz--> 50 100 150 200 250 300 350
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
5000 T
20.50
126.0 m/z 55.10 45.01%
LT ssao om0
O 1“ ‘\w‘ “H”\HM‘\ M‘ i”‘\ by T el T o \“\ (LA
miz--> 50 100 150 200 250 300 350
Abundance #142058: Hexadecanamide
59.0
——
20.50
5000 m/z 41.10 41.46%
128.0 255.0
of79 Ll (B0 ar002120 P
m/z--> 50 100 150 200 250 300 350
Abundance #23422: Octanamide T
59.0 20.50
m/z 43.05 29.16%
00.0 143.0
o180/ 1} MY
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49792.D

Acqg On : 02 Apr 2025 16:04
Operator : RC/JU

Sample : Ql681-01

Misc

ALS Vvial : 10 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 6 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.092 2.41 ng 417096  Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 86
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 83
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 83
Abundance Scan 3078 (21.092 min): BM049792.D\data.ms (-3074) (- | m/z 57.10 100.00%
57.1
207.0 T |
5.1
‘ fl ‘ 281.0355.1 21.00 8
ot e e e e m/z 43.10 86.00%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 — ‘
21.00
50 m/z 55.10 60.10%
0 J } FL 196.0 280.0
TTT ‘\ H]TFH \H\‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
T \
21.00
5000 m/z 69.10 59.46%
ol | h,.‘ 2520 3690 648,
A o L AMARRARRRSATEARAE e
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #173729: 5-Eicosene, (E)- — ‘
55.0 21.00
m/z 83.10 59.07%
- i\b
ol LT 1980 ze00 =
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40225\
Data File : BM@49792.D

Acqg On : 02 Apr 2025 16:04
Operator : RC/JU

Sample : Qle81-01

Misc

ALS Vvial : 10 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|
Glycolaldehyde ... 3.016 2.0 ng 151898 1 7.787 1486540 20.0
2-Pentanone, 4-... 4.904 10.6 ng 789518 1 7.787 1486540 20.0
Benzophenone 15.786 2.6 ng 317546 3 14.427 2408330 20.0
n-Hexadecanoic ... 18.068 4.2 ng 581722 4 17.168 2747090 20.0
9-Octadecenamid... 20.486 4.2 ng 727872 5 21.398 3460070 20.0
3-Eicosene, (E)- 21.092 2.4 ng 417096 5 21.398 3460070 20.0
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