LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BGO48999.D

Acqg On : 16 Jun 2021 14:54
Operator : CG/JU

Sample : M2672-03

Misc :

ALS vial : 9 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_G\METHODS\8270-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48999.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.162 16 21 30 rBV 137226 234749 8.15% 1.693%
2 3.285 38 42 53 rvB2 56993 85072 2.95% 0.614%
3 5.194 361 367 374 rBV 23219 38954 1.35% 0.281%
4 5.664 440 447 455 rBV 743613 1222520 42.44%  8.818%
5 5.735 455 459 468 rvVB3 17271 42144 1.46% 0.304%

7.268 712 720 731 rBV 739230 1322743 45.91% 9
8.115 857 864 869 rBV 129072 223443 7.76% 1
9.278 1054 1062 1074 rVB 442670 824604 28.62% 5.948%
10.700 1298 1304 1312 rBV3 17551 34532 1.20% o
10 10.935 1336 1344 1352 rVB 163773 306767 10.65% 2

11 13.379 1753 1760 1769 rBV 1114411 1729829 60.05% 12.477%
12 14.760 1988 1995 2005 rVB 278232 444589 15.43%  3.207%
13 16.158 2227 2233 2239 rVB2 39068 56056 1.95% ©.404%
14 16.246 2239 2248 2261 rBV 1007575 1605084 55.72% 11.577%
15 17.504 2454 2462 2469 rBV 357019 587911 20.41%  4.240%

16 17.621 2476 2482 2487 rVB4 44977 64720 2.25% 0.467%
17 18.162 2569 2574 2578 rBV2 38894 49690 1.72% ©.358%
18 18.385 2606 2612 2623 rBV2 70794 115499 4.01% 0.833%
19 19.536 2804 2808 2818 rVB3 46981 78137 2.71% 0.564%
20 19.654 2824 2828 2837 rBV2 59820 82849 2.88% ©.598%
21 19.795 2848 2852 2858 rVB3 22064 38597 1.34% ©.278%

22 20.112 2900 2906 2913 rBV 2129518 2880865 100.00% 20.779%

23 20.794 3014 3022 3030 rBV2 193297 301591 10.47%  2.175%
24 20.900 3037 3040 3046 rVB4 24094 42992 1.49% ©.310%
25 21.428 3126 3130 3138 rVB4 58700 94753 3.29% ©.683%
26 21.681 3169 3173 3181 rVB 42499 63058 2.19% 0.455%
27 21.799 3186 3193 3199 rBV 351160 618814 21.48% 4.463%
28 23.021 3396 3401 3411 rVB 25652 54424 1.89% 0.393%
29 25.124 3750 3759 3770 rBV2 206752 619210 21.49% 4.466%

Sum of corrected areas: 13864196
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Jun 2021 14:54
: CG/JU
. M2672-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
BGO48999.D

: 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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TIC: BG048999.D\data.ms
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TIC: BG048999.D\data.ms
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
BGO48999.D

: 16 Jun 2021 14:54

: CG/JU

. M2672-03

: 9 Sample Multiplier: 1

hod : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : C:\Database\NIST11l.L
ration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-chloro-2-methyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.162 21.01 ng 234749  1,4-Dichlorobenzene-d4 8.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-chloro-2-methyl- 106 C5H11C1 000594-36-5 83
2 Pentane, 3-chloro- 106 C5H11C1 000616-20-6 36
3 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 22

4 Butyric acid, m-nitrophenyl ester 209 C10H11NO4

014617-97-1 22

5 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 17
Abundance  Scan 21 (3.162 min): BG048999.D\data.ms (-16) (-) m/z 71.15 100.00%
71.2
55.1
5000 391
e I
Ll M 910 320 340 3.60
bl sl gt M g m/z 55.10  78.54%
miz--> 20 40 60 80 100 120 140
Abundance #5029: Butane, 2-chloro-2-methyl-
41.0 71.0
5000 \\‘\\\\‘\\\\‘\
150 3.20 3.40 3.60
‘ 91.0 m/z 41.10 77.71%
O\\\‘\‘\H\}‘f‘ H“f‘“‘\‘\‘} “\\‘\‘\‘19\8-\0\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #5016: Pentane, 3-chloro-
41.0
70.0 R e e
320 3.40 3.60
5000 m/z 43.10  75.48%
15.0 ‘
0\\\m‘\‘1\N1\WUWMHw ‘” 9¥q‘1pgp\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #24074: Butane, 2-bromo-2-methyl- T
43.0 71.0 3.20 3.40 3.60
m/z 77.05 66.61%
5000
27,0
0 H \‘\ ‘\ wll \‘\ 93.0 121 0 149.0
L R e Bl
m/z--> 20 40 60 80 100 120 140 320 3.40 360
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48999.D

Acqg On : 16 Jun 2021 14:54
Operator : CG/JU

Sample : M2672-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 3-Buten-2-o0l, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.285 7.61 ng 85072 1,4-Dichlorobenzene-d4 8.115

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 64
2 3-Penten-2-0l 86 C5H100 001569-50-2 56
3 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 53

4 Acetic acid, (1,2-dimethyl-1-pro... 128 C7H1202 003814-41-3 50
5 Z-1-Methoxy-2-pentene 100 C6H120 1000279-59-4 50

Abundance  Scan 42 (3.285 min): BG048999.D\data.ms (-38) (-) m/z 43.10 100.00%

43.1 711
5000
e A e
‘ 256.1 3.20 3.40 3.60
Ol 334 B8 sz 7118 93.18%
m/z--> 20 40 60 80 100120140160 180200220 240
Abundance #1791: 3-Buten-2-ol, 2-methyl-
71.0
43.0
5000 LA L I L L
3.20 3.40 3.60
m/z 41.10 48.88%
15.0“ |
O HU‘\‘U\\‘iw\‘\“\“\uw\‘\‘\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160180 200 220 240
Abundance #1729: 3-Penten-2-ol
71.0
43.0
LA R e o
3.20 3.40 3.60
5000 m/z 45.10 33.76%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 \A
Abundance #24076: Butane, 2-bromo-2-methyl- L el S
43.0 71.0 3.20 3.40 3.60
m/z 39.05 31.17%
5000
0 15\'0“ \‘\‘\ nh‘ I 121.0
A e e R A e e
m/z--> 20 40 60 80 100120140160 180200220 240 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48999.D

Acqg On : 16 Jun 2021 14:54
Operator : CG/JU

Sample : M2672-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.194 3.49 ng 38954 1,4-Dichlorobenzene-d4 8.115

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 2,3-Dimethyloxirane-2-carboxylic... 130 C6H1003 1000306-64-4 25
3 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 367 (5.194 min): BG048999.D\data.ms (-361) (-) m/z 43.10 100.00%

. i MWWWWMMMMAWw»Mwwmmﬁ
R R R R R RN
| 831 101.1 1341 4.80 5.00 5.20 5.40 5.60
Obereprereprerpreetier il S BEL 2 s9.10 47.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 14.20%
15.0 101.0
O H\‘\\‘H‘H\W"\\H“‘H\\‘\\}\‘\H\‘H\ﬁ:\g‘\.e‘\\\}"HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13304: 2,3-Dimethyloxirane-2-carboxylic acid, methyl es
43.0 59.0
4.80 5.00 5.20 5.40 5.60
5000 m/z 101.10 13.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8177: 2-Propanone, 1-(1-methylethoxy)- REaas e AR o
43.0 4.80 5.00 5.20 5.40 5.60
m/z 58.10 11.85%
5000
27.0 58.0 730
0 "w"H‘H“:‘,u‘H“‘Mu‘_‘“!“‘H"“"w"H‘“1‘9,1‘:9_m‘www T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48999.D

Acqg On : 16 Jun 2021 14:54
Operator : CG/JU

Sample : M2672-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.700 2.25 ng 34532 Naphthalene-d8 10.935
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
2 D-Allothreonine 119 C4HO9NO3 024830-94-2 45
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 45
4 2-Propanol, 1-(2-methylpropoxy)- 132 C7H1602 023436-19-3 42
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 40

Abundance Scan 1304 (10.700 min): BG048999.D\data.ms (-1298) (-  m/z 45.10 100.00%
N

44
5000
TR N 1V S -
‘ 7.1 1341 203.4 373 10.50 11.00
0 HAJ,WUJ‘H“A“‘H“wHH“HH_HWHH_M m/z 57.20 92.19%
m/z--> 0 50 100 150 200 250 300 350
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000
10.50 11.00
m/z 41.10 35.95%
‘ Hoo.o
O\\“\“\“ ‘\““\“‘\”\\%4:4.‘.0\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 50 100 150 200 250 300 350
Abundance #9034: D-Allothreonine
57.0
10.50 11.00
5000 m/z 43.10  14.89%
‘ 103.0
oF—bidi 0
miz--> 0 50 100 150 200 250 300 350
Abundance #32652: Ethanol, 2-(2-butoxyethoxy)- —— ——
45.0 10.50 11.00
m/z 75.10 14.51%
5000
Vi
NI EY i T I U (R TN T |
m/z--> 0 50 100 150 200 250 300 350 10.50 11.00

8270-BG061121.M Thu Jun 17 11:48:29 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48999.D

Acqg On : 16 Jun 2021 14:54
Operator : CG/JU

Sample : M2672-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzenamine, 2,4,6-tribromo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.621 2.20 ng 64720  Phenanthrene-die 17.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,4,6-tribromo- 327 C6H4Br3N 000147-82-0 70
2 Thiophene, 3,4-dichlorotetrahydr... 188 C4H6C1202S 003001-57-8 17
3 Butane, 2,3-dichloro- 126 C4H8C12 007581-97-7 17
4 Triethylphosphine 118 C6H15P 000554-70-1 17
5 1H-Pyrazolo[4,3-c]pyridazin-3-o0l... 388 C22H20N403 035426-81-4 12
Abundance Scan 2482 (17.621 min): BG048999.D\data.ms (-2476) (- m/z 330.80 100.00%
330.8
62.1
141.0
5000
221.9 o —
389.¢
T I T Y H‘\ 666 H ‘\ | e 18.000
(e ‘uﬁ“‘l“‘ﬂ‘ﬁ“‘ TR L e m/z 328.80  93.94%
mlz--> 50 100 150 200 250 300 350
Abundance #166926: Benzenamine, 2,4,6-tribromo-
329.0
5000 — ——
17.50 18.00
90.0 170.0 250.0 m/z 62.10 76.87%
44.0 ‘ H
O\\\H‘\“H“‘H‘“M“‘\\\YH‘\\‘\\‘\\‘\\‘1‘\\\\‘\\ \‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #51816: Thiophene, 3,4-dichlorotetrahydro-, 1,1-dioxide
62.0
— —
17.50 18.00
5000 m/z 141.00 59.44%
015$ 1230 _ 1880
miz--> 50 100 150 200 250 300 350
Abundance #11012: Butane, 2,3-dichloro- —
62.0 17.50 18.00
m/z 143.00 56.99%
5000
ol24pll ) 1260 8 A
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48999.D

Acqg On : 16 Jun 2021 14:54
Operator : CG/JU

Sample : M2672-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.385 3.93 ng 115499  Phenanthrene-die 17.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2612 (18.385 min): BG048999.D\data.ms (-2606) (-  m/z 73.10 100.00%

43.1 731
5000 129.2
213.3
‘ Hlm 157.1185.2 2564 18.00 18.50
oWme‘}“u”l““l“H”Jm‘w m/z 43.15 97.06%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 7 T 1
18.00 18.50
157.01g5 02130  256.0 m/z 60.05 93.73%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
— T
18.00 18.50
5000 129.0 ITI/Z 57.15 82.71%
199.0
L e T
omsol AT A 0 1L L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #72643: Tridecanoic acid “ —
3
43.0 73.0 18.00 18.50
m/z 55.10 79.86%
5000 129.0
171.0
214.0
0150? — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48999.D

Acqg On : 16 Jun 2021 14:54
Operator : CG/JU

Sample : M2672-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Cyclopentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.536 2.66 ng 78137  Phenanthrene-d10 17.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 89
2 1-Pentadecene 210 C15H30 013360-61-7 89
3 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 86
4 n-Pentadecanol 228 C15H320 000629-76-5 68
5 Oleic Acid 282 C18H3402 000112-80-1 64

Abundance Scan 2808 (19.536 min): BG048999.D\data.ms (-2804) (-  m/z 55.15 100.00%
55.1

3

5000
T \
19.50
0! m/z 43.15 73.77%
miz--> 50 100 150 200 250
Abundance #69583: Cyclopentadecane
83.0
41.0 210.0
5000 — :
19.50
25.0 m/z 41.10 70.00%
05 \L‘\ ‘i““‘\ \‘ 1“ \‘h‘\ ‘H “‘}éﬁ.\‘\ T \‘ LA B B
miz--> 50 100 150 200 250
Abundance #69582: 1-Pentadecene
43.0
83.0
— T \
19.50
5000 m/z 69.10 69.54%
25.0
LLLLL 8 o0 200
O
m/z--> 50 100 150 200 250
Abundance #105679: Hexadecenoic acid, Z-11- —— ‘
55.0 19.50
m/z 83.10 59.56%
5000
97.0
Ll \\‘\ |, 1520 1920 236.0
ol MLy o 250 1920 08, —
m/z--> 50 100 150 200 250 19.50

8270-BG061121.M Thu Jun 17 11:48:33 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48999.D

Acqg On : 16 Jun 2021 14:54
Operator : CG/JU

Sample : M2672-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.654 2.68 ng 82849 Chrysene-d12 21.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 52

Abundance Scan 2828 (19.654 min): BG048999.D\data.ms (-2824) (- m/z 43.10 100.00%

43.1 73.1
5000 129.2
—— ——
19.50 20.00
ob—i, m/z 73.10  94.48%
m/z--> 50 100 150 200 250
Abundance #131259: Octadecanoic acid
43.0
73.0
5000 T T
1290 19.50 20.00
' 284.C m/z 60.10 88.40%
M ‘ 1850 2410
01‘2-0“\‘ w‘u‘w H Al u‘h‘h M‘\} N . Ll \‘ - “ ks
m/z--> 50 100 150 200 250
Abundance #95855: Pentadecanoic acid
43.0 73.0
19.50 20.00
5000 129.0 m/z 55.10 85.20%
1990 2420
0 : HJ ‘H‘u‘ h!‘ | ] “‘\ ‘1¢5‘3.“0} “‘ . R
m/z--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid —— —
73.0 19.50 20.00
43.0 m/z 41.10 62.16%
5000
129.0
185.0 228.0
0 ““ “‘J‘u‘u“ ;M‘\‘u} “ ‘ L m‘\ “\‘ \‘ S —— —r —r
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48999.D

Acqg On : 16 Jun 2021 14:54
Operator : CG/JU

Sample : M2672-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.794 9.75 ng 301591 Chrysene-d12 21.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
2 Decanamide- 171 C10H21NO 002319-29-1 64
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Tetradecanamide 227 C14H29NO 000638-58-4 64
5 Octanamide 143 C8H17NO 000629-01-6 64

Abundance Scan 3022 (20.794 min): BG048999.D\data.ms (-3014) (-  m/z 59.10 100.00%

59.1
5000
e
98.1 . .
ok M‘ “”H‘ Ll o, ‘:15,7‘4(2‘ 1982 238? : m/z 72.10  63.73%
miz--> 50 100 150 200 250
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000 —— AN
20.50 21.00
m/z 55.10 46.42%
29.0‘ 98.0
oL L“ U ‘\HH“\L“\J\‘M‘ ‘HMM \;\\}%%9 ’\‘ ‘18‘4"0‘ . ‘2‘38‘0‘ . %8}F
miz--> 50 100 150 200 250
Abundance #38977: Decanamide-
59.0
—r —
20.50 21.00
5000 m/z 41.10  36.45%
29.0 128.0 171.0
miz--> 50 100 150 200 250
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydro: — —
59.0 20.50 21.00
m/z 43.10 30.42%
B //\W‘J\{A/w/\
oL 810 1410 10602590
‘ o e —r —
m/z--> 50 100 150 200 250 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BG@48999.D

Acqg On : 16 Jun 2021 14:54
Operator : CG/JU

Sample : M2672-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Tricosyl trifluoroacetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.428 3.06 ng 94753 Chrysene-d12 21.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 Docosyl pentafluoropropionate 472 C25HA45F502 1000351-80-9 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 87
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 80
5 Cyclooctadecane, ethyl- 280 C20H40 1000151-22-5 74

Abundance Scan 3130 (21.428 min): BG048999.D\data.ms (-3126) (- m/z 43.10 100.00%

7.1
5000
—r
‘ H ‘154 1 251.1 21.50
ol b M b S 28 m/z 57.10  88.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosyl trifluoroacetate
57.0
5000 111.0 21.50
m/z 55.10 78.90%
oLl ‘ J‘ h L1 [1670222.0 2940 367.0418.0
\\\‘\\\\‘\\\1‘\1\\‘1\\\[\\\\‘\T\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosyl pentafluoropropionate
57.0
—r
21.50
5000 ITI/Z 83.10 63.26%
111.0
= “‘w‘ ——
miz--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene —
43.0 21.50
m/z 69.15 59.70%
B i NNMMW%MMWA&MWMNNMWw
0 ﬂ | , 41880 2100 267.0321.0 490.(
R R B R R O R B Rk —
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061621\
Data File : BGO48999.D

Acqg On : 16 Jun 2021 14:54
Operator : CG/JU

Sample : M2672-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-chlor... 3.162 21.0 ng 234749 1  8.115 223443 20.0
3-Buten-2-01, 2... 3.285 7.6 ng 85072 1 8.115 223443 20.0
2-Pentanone, 4-... 5.194 3.5 ng 38954 1 8.115 223443 20.0
Ethanol, 1-(2-b... 10.700 2.3 ng 34532 2 10.935 306767 20.0
Benzenamine, 2,... 17.621 2.2 ng 64720 4 17.509 587911 20.0
n-Hexadecanoic ... 18.385 3.9 ng 115499 4 17.509 587911 20.0
Cyclopentadecane 19.536 2.7 ng 78137 4 17.509 587911 20.0
Octadecanoic acid 19.654 2.7 ng 82849 5 21.799 618814 20.0
9-Octadecenamid... 20.794 9.8 ng 301591 5 21.799 618814 20.0
Tricosyl triflu... 21.428 3.1 ng 94753 5 21.799 618814 20.0
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