LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041023\
Data File : BM@39377.D

Acqg On : 10 Apr 2023 14:49
Operator : CG/JU

Sample : 02260-10

Misc :

ALS vial : 8 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@32923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39377.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.957 295 301 319 rVB 1730546 2401184 30.95% 4.171%
2 5.428 374 381 402 rBV 3373261 5038816 64.94% 8.752%
3 7.040 648 655 681 rBV 3233458 5489917 70.75% 9.535%
4 7.869 789 796 816 rBV 823935 1421084 18.31% 2.468%
5 9.040 987 995 1017 rBV 1716669 3062252 39.47% 5.319%

6 10.675 1265 1273 1286 rBV 1066551 1943100 25.04%
7 13.145 1686 1693 1715 rBV 4548785 6967240 89.79% 12.
8 14.521 1919 1927 1942 rBV 1732803 2590922 33.39%
9 14.939 1987 1998 2012 rBV 64194 160634  2.07%
10 15.886 2149 2159 2169 rBV 222820 363675 4.69%
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11 16.016 2174 2181 2202 rBV 3654515 5506843 70.97%
12 16.674 2288 2293 2303 rBV2 65878 131203 1.69%
13 17.268 2385 2394 2412 rBV 1888654 2938790 37.87%
14 18.045 2521 2526 2534 rBV2 67199 149834  1.93%
15 18.174 2541 2548 2571 rBV 2426402 4226689 54.47%
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16 19.333 2736 2745 2753 rBV3 184318 471342  6.07%
17 19.451 2760 2765 2784 rBV 1035843 1871370 24.12%
18 19.698 2804 2807 2814 rVB 88701 136874 1.76%
19 19.898 2836 2841 2858 rBV 6245879 7759233 100.00% 13.
20 21.168 3053 3057 3066 rBV 335530 556531 7.17%
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21 21.456 3101 3106 3111 rBV 1596139 2324012 29.95%
22 23.844 3507 3512 3528 rVB2 970594 2062575 26.58% 3.582%
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Sum of corrected areas: 57574120
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 10 Apr 2023 14:49
: CG/JU
. 02260-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41023\
BM@39377.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BM039377.D\data.ms

5428 7.040
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9.040
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Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM039377.D\data.ms

13.145

16.016

14.521

15.8

14.939 16.674

19.898

18.174

0

Time--> 12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM039377.D\data.ms

21.456
23.844

21.168

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41023\
Data File : BM@39377.D

Acq On : 10 Apr 2023 14:49
Operator : CG/JU

Sample : 02260-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.957 33.79 ng 2401180 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 301 (4.957 min): BM039377.D\data.ms (-295) (-) m/z 43.00 100.00%

43.0
5000
101.0

‘ 4.60 4.80 5.00 5.20

71.0 146.9 207.9 280.¢ o
o‘MH‘LHJ_HWuHWH‘WHH‘HH‘HH_‘H_H‘_HW‘HWH‘WH m/z 59.00  59.85%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LN B B B I

4.60 4.80 5.00 5.20
101.0 m/z 101.80  21.24%

w Ly 73-Q |
\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

4.60 4.80 5.00 5.20

o

5000 ITI z 58.00 15.06%
29.0 ‘ 101.0
Ol il ke e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T ‘ :
59.0 4.60 4.80 5.00 5.20

m/z 41.00 8.68%

5000
H | \ 126.0
0 Al Il

m/z--> 20 40 60 80 100120140160180200220240260280 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@41023\
Data File : BM@39377.D

Acq On : 10 Apr 2023 14:49
Operator : CG/JU

Sample : 02260-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.886 2.81 ng 363675  Acenaphthene-di0 14.522
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H16N2 000103-33-3 58
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
4 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 47
5 Benzoyl bromide 184 C7H5Bro 000618-32-6 47

Abundance Scan 2159 (15.886 min): BM039377.D\data.ms (-2149) (- | m/z 105.00 100.00%

105.0
77.0 A¥
5000 182.0
51.0

1550 1600
152.0
Y SRS S SO Wi e - m/z 77.00  65.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
1550 1600

51.0 m/z 182.00  50.67%

20 || 1a60 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene

77.0

182.0 15 50 16 OO
5000 m/z 51.00 25.40%
51.0 105.0
0270 ‘ ‘ 1280 1°20 \
T e I IR I B B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30106: Benzenecarbothioic acid, S-methyl ester
105.0 15 50 16 OO
m/z 106.00 7.71%
77.0
5000
51.0
8.0 152.0
i O A O S N VAT
m/z--> 20 40 60 80 100 120 140 160 180 15. 50 16 OO

8270-BM@32923.M Tue Apr 11 19:21:05 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41023\
Data File : BM@39377.D

Acq On : 10 Apr 2023 14:49
Operator : CG/JU

Sample : 02260-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.174 28.76 ng 4226690  Phenanthrene-di0 17.268
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2548 (18.174 min): BM039377.D\data.ms (-2541) (- | m/z 73.00 100.00%
3.0

43.0

—

5000
129.0
213.1 T T
‘ H‘ ‘ 171.1 ‘ 256.1 18.00 18.50
0 _m‘i‘:‘wlﬂ“1H“Mm‘\‘u“wwwm‘“H‘H_‘m_melw,m m/z 60.00 84.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T b

18.00 18.50
m/z 43.00 80.32%

1710 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
—T =
43.0 18.00 18.50
5000 ITI/Z 57.05 64.54%
129.0
185.0 228.0
Ot el bl
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid — ==
73.0 18.00 18.50
43.0 m/z 41.00 63.80%
5000 129.0
171.0
o, — —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41023\
Data File : BM@39377.D

Acq On : 10 Apr 2023 14:49
Operator : CG/JU

Sample : 02260-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.451 16.10 ng 1871370  Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 2765 (19.451 min): BM039377.D\data.ms (-2760) (- m/z 73.00 100.00%

5000 129.0 JL
185.1 241.2 —
‘ 284.1 19.50
ol w‘”‘“wn Edbea b L3270 hs 43,05 90.70%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 RN
129.0 19.50
m/z 60.00 84.52%
29. 185.0 541 o 284.0
O' \H‘H‘“\““\““““‘\“““““““““
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
19.50
5000 129.0 m/Z 57.10 75.29%
199.0 242.0

‘\ H‘\ w‘“l HJ\\‘\HM} \“‘ “‘ “ ;“‘ ‘\ - .
0 \ 1 \ \ I I I
100

miz--> 50 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0 19.50

m/z 55.00 71.21%
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3.0 1290

1850 2410

ok~ \‘\\H uhH M u ‘\‘\‘ ‘\ “‘ | ‘\‘\‘ “ - “‘ e ‘3‘7‘2"

m/z--> 50 100 150 200 250 300 350 19.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41023\
Data File : BM@39377.D

Acq On : 10 Apr 2023 14:49
Operator : CG/JU

Sample : 02260-10

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 1-Hexacosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.168 4.79 ng 556531  Chrysene-d12 21.456
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 93
Abundance Scan 3057 (21.168 min): BM039377.D\data.ms (-3053) (- | m/z 57.10 100.00%
57.1
51 — ——
207 21.00 21.50
% 281.0 358.0 o
0l ‘mHI_‘LM‘Hwm_wamf‘??ﬂwa”ww m/z 43.00 82.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #273800: 1-Hexacosene
57.0
5000 — —
21.00 21.50
5.0 m/z 55.00 77.56%
okl H ‘1 196.0 292.0364.0
TTT ‘\TH THT‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
—— —
21.00 21.50
5000 m/z 83.05 74.10%
5.0
252.0
o iht.3690648'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #248981: 1-Heneicosyl formate T —7
57.0 21.00 21.50
m/z 69.00 64.91%
5000
11500 2000
om‘HH_H“"m“HH_HwHH_H‘_HWH_WWWW faa. o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM041023\
Data File : BM@39377.D

Acqg On : 10 Apr 2023 14:49
Operator : CG/JU

Sample : 02260-10

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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-... 4.957 33.8 ng 2401180 1 7.869 1421080 20.0
Benzophenone 15.886 2.8 ng 363675 3 14.522 2590920 20.0
n-Hexadecanoic ... 18.174 28.8 ng 4226690 4 17.268 2938790 20.0
Octadecanoic acid 19.451 16.1 ng 1871370 5 21.456 2324010 20.0
1-Hexacosene 21.168 4.8 ng 556531 5 21.456 2324010 20.0
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