LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49203.D

Acqg On : 7 Jul 2021 17:25
Operator : CG/JU

Sample 1 M2947-04

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_G\METHODS\8270-BG063021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49203.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.122 8 14 25 rBV3 32014 107394 3.18% 0.650%
2 3.216 25 30 38 rvB5 16376 38473 1.14% 0.233%
3 5.173 356 363 370 rBV 34509 64156 1.90% ©.389%
4 5.649 435 444 456 rBV 1049602 1794054 53.18% 10.866%
5 7.247 708 716 729 rBV 1053172 1914104 56.74% 11.593%
6 8.093 852 860 867 rBV 160517 277743  8.23% 1.682%
7 9.256 1050 1058 1069 rBV 673186 1258854 37.32% 7.624%
8 10.666 1292 1298 1309 rBV3 24035 49262 1.46% ©0.298%
9 10.907 1330 1339 1350 rBV 201119 377704 11.20% 2.288%

10 13.357 1748 1756 1764 rBV 1699521 2710858 80.36% 16.419%

11 14.732 1983 1990 1998 rVB 317861 493232 14.62%  2.987%
12 16.219 2236 2243 2256 rBV 1407246 2245649 66.57% 13.601%
13 17.482 2451 2458 2465 rBV 349922 553732 16.42%  3.354%
14 18.357 2602 2607 2613 rBV3 54254 85691 2.54% ©.519%
15 20.090 2895 2902 2907 rBV 2511470 3373309 100.00% 20.431%

16 21.401 3121 3125 3129 rBV4 44222 83913 2.49%  0.508%
17 21.765 3181 3187 3194 rBV2 310002 522378 15.49%  3.164%
18 25.079 3743 3751 3761 rVB2 188735 560370 16.61% 3.394%

Sum of corrected areas: 16510876
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: CG/JU
: M2947-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070721\
BG049203.D
7 Jul 2021 17:25

: 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49203.D

Acq On 7 Jul 2021 17:25
Operator : CG/JU

Sample : M2947-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 unknown3.216 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.216 2.77 ng 38473 1,4-Dichlorobenzene-d4 8.093

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 9
2 Acetaldehyde, 0O-ethyloxime- 87 C4H9NO 1000288-34-6 7
3 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 5
4 Isobutylamine 73 C4H11N 000078-81-9 4
5 1-Pentanamine 87 C5H13N 000110-58-7 4

Abundance  Scan 30 (3.216 min): BG049203.D\data.ms (-25) (-) m/z 73.15 100.00%

5000
43.1
R e
‘ %8.9 88.0 1341 320 340 3.60
Ottt bt e T m/z 43,10 28.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L I B B
43.0 3.20 340 3.60
' m/z 87.20 26.87%
027.048.0[!8.0”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #1897: Acetaldehyde, O-ethyloxime-
29.0
870 (Y A
3.20 340 3.60
5000 59.0 m/z 55.10  25.27%
.0
O e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #1921: 1-Butanamine, 3-methyl-
30.0 3.20 340 3.60
m/z 44.05 9.11%
5000
150 | . 550 700 870
e R S S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49203.D

Acq On 7 Jul 2021 17:25
Operator : CG/JU

Sample : M2947-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.173 4.62 ng 64156 1,4-Dichlorobenzene-d4 8.093

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 36
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Butane 58 C4H1e 000106-97-8 9
Abundance Scan 363 (5.173 min): BG049203.D\data.ms (-356) (-) m/z 43.05 100.00%
43.0
5000
T e
10‘1'1 2741 4.80 5.00 5.20 5.40
0ol e A mjz 59.20 48.08%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R N M RN

4.80 5.00 5.20 5.40
m/z 101.10  15.82%

‘ 101.0
O\:L\Ai“\.gw\\“h“\f“\H\“HH“HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #30194: 2-Nonanone, 9-hydroxy-
43.0
A R
4.80 5.00 5.20 5.40
5000 m/z 58.10 11.11%
82.0
ow"H“:H‘J‘_U“‘““H"‘Hw"_"Wm"‘HWW_WH_
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4030: 2,3-Butanedione, monooxime T e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.67%
5000
101.0
T ——
m/z--> 20 40 60 80 100120140160180200220240260 4.80 5.00 5.20 5.40

8270-BGO63021.M Thu Jul @8 12:40:01 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70721\
Data File : BG@49203.D

Acq On 7 Jul 2021 17:25

Operator : CG/JU

Sample : M2947-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
: 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 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
lo.666  2.61ng 49262 Naphthalene-ds 10.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 Car1803 000112-34-5 83
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50

3 3,6,9,12,15-Pentaoxanonadecan-1-0l 294 C14H3006
4 Hexaethylene glycol 282 C12H2607
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204

Abundance Scan 1298 (10.666 min): BG049203.D\data.ms (-1292) (-

001786-94-3 45
002615-15-8 42
000143-22-6 42

m/z 45.10 100.00%

4I:
5000
71 ‘ ‘ — ‘
H F‘ 159.9 207.0 344. 10.50 11.00
okl i e m/z 57.20 80.01%
miz--> 50 100 150 200 250 300
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 N./W\M A
1050 1100
m/z 41.10 42.16%
Ol\l\s‘;\q\‘ ‘\‘“‘“h” \‘h‘\ﬁ\ ” T \ \ ‘.\ T T ‘ T T ‘ T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
10.50 11.00
5000 m/Z 56.20 17.09%
ok “\‘J W]ﬂ <
miz--> 50 100 150 200 250 300
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol ‘A e W — M
45.0 10.50 11.00
m/z 75.10 16.13%
5000 89.0
NI R 0 T T S S N |
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BGO63021.M Thu Jul 08 12:460:02 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49203.D

Acq On 7 Jul 2021 17:25
Operator : CG/JU

Sample : M2947-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.357 3.10 ng 85691  Phenanthrene-d10 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Octadecanoic acid 284 C18H3602 000057-11-4 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 60

Abundance Scan 2607 (18.357 min): BG049203.D\data.ms (-2602) (-  m/z 43.15 100.00%

5000 1292 .
. ‘ T T ‘ T
| 25‘6 4 326.5 18.00 18.50
0 dpbe ol i m/z 60.20 91.09%
2

%

m/z--> OO 250 300
Abundance #107549. n-Hexadecanoic acid
Iy M b 4
5000 129.0 T IR
18.00 18.50
1710 213.0 256.0 m/z 73.10 80.32%
oL— ‘ \\MH\ ‘u‘\m \ ‘\\\‘\“ \“\‘\\“‘\\\\‘\\\\
m/z--> 100 150 200 250 300
Abundance #131260: Octadecanoic acid
43.0
18.00 18.50
5000 m/Z 41.15 77.21%
129.0 284.0
185.0 241.0
oL al uhH M\ i “‘ ety “‘ “\‘ L ———
m/z--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid — —
73.0 18.00 18.50
m/z 55.20 75.42%
5000 129.0
199.0 242.0
mlz--> 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49203.D

Acq On 7 Jul 2021 17:25
Operator : CG/JU

Sample : M2947-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 1-Nitrododecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.401 3.21 ng 83913 Chrysene-d12 21.765
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nitrododecane 215 C12H25N02 016891-99-9 53
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 25
3 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 25
4 1-Hexacosene 364 C26H52 018835-33-1 25
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 18

Abundance Scan 3125 (21.401 min): BG049203.D\data.ms (-3121) (-  m/z 43.10 100.00%

3

5000 72

— —
185.2 2482 355.4 4165 s50p, 2100 21.50

ol

m/z 69.10 85.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #73399: 1-Nitrododecane
69.0
5000 — :

21.00 21.50
m/z 55.10  75.77%
6.0180.0

ols d)\‘ “nll |

T \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #127769: 5-Eicosene, (E)-
55.0
— ——
21.00 21.50
5000 m/z 83.10 67.15%
111.0
0 i M ! 167.0223.0280.0
A ‘ A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #88460: 2-Piperidinone, N-[4-bromo-n-butyl]- — —
43.0 21.00 21.50
m/z 57.20 62.82%
5000
H970
obhlhi 2540 2330
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49203.D

Acqg On : 7 Jul 2021 17:25
Operator : CG/JU

Sample : M2947-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown3.216 3.216 2.8 ng 38473 1 8.093 277743 20.0
2-Pentanone, 4-... 5.173 4.6 ng 64156 1 8.093 277743 20.0
Ethanol, 2-(2-b... 10.666 2.6 ng 49262 2 10.907 377704 20.0
n-Hexadecanoic ... 18.357 3.1 ng 85691 4 17.482 553732 20.0
1-Nitrododecane 21.401 3.2 ng 83913 5 21.765 522378 20.0

8270-BG063021.M Thu Jul 08 12:40:03 2021 Pag 8



