LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BGO53666.D

Acqg On : 23 May 2022 16:10
Operator : CG/JU

Sample : N2968-03

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_ G\Methods\8270-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53666.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.743 54 60 67 rBv 46451 75520 2.93% 0.665%
2 4.465 175 183 189 rBV3 23107 48340 1.87% 0.425%
3 4.536 189 195 196 rVv4 19832 34522 1.34% 0.304%
4 4,553 196 198 212 rVB 22518 31748 1.23% 0.279%
5 5.628 375 381 391 rBV 250798 420658 16.32% 3.702%

6 7.232 647 654 664 rBV 158708 324687 12.59% 2
7 8.060 788 795 802 rBV 106646 186316 7.23% 1
8 8.366 844 847 855 rBV3 36913 66053 2.56% ©.581%
9 9.112 962 974 980 rBV5 76665 334504 12.97% 2
9.223 980 993 1001 rVB2 422735 1119307 43.41% 9

11  9.852 1088 1100 1111 rBV2 44702 101265 3.93% ©0.891%
12 10.868 1264 1273 1281 rBV 151562 283420 10.99%  2.494%
13 13.312 1679 1689 1696 rVB 1126456 1804898 70.00% 15.883%

14 13.729 1757 1760 1767 rBV3 16587 39619 1.54% 0.349%
15 14.352 1861 1866 1871 rBV7 14313 27037 1.05% ©0.238%
16 14.528 1892 1896 1900 rBV3 14795 25828 1.00% 0.227%

17 14.687 1913 1923 1930 rBV 255849 434140 16.84%  3.820%
18 16.179 2170 2177 2186 rBV ~ 999058 1531757 59.41% 13.479%
19 17.436 2385 2391 2396 rBV 323296 494803 19.19%  4.354%
20 18.323 2537 2542 2549 rBV2 74959 136878 5.31% 1.205%

21 19.586 2753 2757 2763 rBV5 36773 62266  2.42%
22 20.038 2828 2834 2841 rBV 1975992 2578295 100.00% 22.
23 21.337 3051 3055 3061 rBV2 65659 110880 4.30%
24 21.712 3112 3119 3127 rBV 313595 540218 20.95%
25 24.973 3664 3674 3685 rVB 191022 550921 21.37%
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Sum of corrected areas: 11363880
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53666.D

Acqg On : 23 May 2022 16:10
Operator : CG/JU

Sample : N2968-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053666.D\data.ms
2000000

1500000
1000000

500000 9.223

5.628
7.232
8.06% 9.1
3.743 241658 .366 : 9.852
O ‘ T \A\ T ‘ T T \A‘/r\\ T 1T ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ L /\IA\’T L ‘ T ‘ T T ‘ L ‘ L ‘ T T ‘ T T ‘ T T T ‘ L T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG053666.D\data.ms
2000000 20.038

10.868

1500000

3.312

16.179

1000000

500000
21.712

21.337
L 13.729 14163

Time--> 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 TIC: BG053666.D\data.ms
2000000

1500000

1000000

500000
24.973

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53666.D

Acqg On : 23 May 2022 16:10
Operator : CG/JU

Sample : N2968-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 1 2-Butanol, 2,3-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.743 8.11 ng 75520 1,4-Dichlorobenzene-d4 8.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 78
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 40
3 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 39
4 Propane, 1l-ethoxy- 88 C5H120 000628-32-0 38
5 N-Formyl-d-threo-0-methylthreonine 161 C6H11NO4 1000214-69-5 36
Abundance  Scan 60 (3.743 min): BG053666.D\data.ms (-54) (-) m/z 59.15 100.00%
59.1
5000
41'1 87.2 \\\‘\\\\’\\\\‘\\\\‘\
H ‘ 3.60 3.80 4.00
oH_‘H,H‘w‘WWH_‘m,m‘w‘m_Ww,www m/z 87.15  26.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5041: 2-Butanol, 2,3-dimethyl-
59.0
5000 L e e
3.60 3.80 4.00
41.0 87.0 m/z 41.10 23.37%
0L, 14.0 21 “H | }2.0 101.0
\\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5025: 2-Pentanol, 2-methyl-
59.0
3.60 3.80 4.00
5000 m/z 43.10 19.76%
45.0 87.0
31.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15493: 2-Butanone, 3-ethoxy-3-methyl- e
59.0 3.60 3.80 4.00
m/z 69.15 19.72%
5000
43.0 87.0
0 s | 730 101.0 115.0 L LM
e e e e e e e e R ma e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.60 3.80 4.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
BGO53666.D

: 23 May 2022 16:10

: CG/JU

: N2968-03

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

465 s.9ng 48340  1,4-Dichlorobenzene-d4  8.060

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160

017348-59-3 53

2 1-Ethoxypentan-3-o0l 132 C7H1602 100910-92-7 45
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 42
4 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 36
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 36
Abundance Scan 183 (4.465 min): BG053666.D\data.ms (-175) (-) m/z 59.15 100.00%

59.1

5000
101.2 /\
‘\Q\M\\w\\\ﬁ\\h‘\WK
| ‘ ‘ 2007 420 4.40 460 480
O bl e e T m/z 57.15  64.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000 \\\‘\\\/\\‘\\\\‘\\\\‘\\\\
4.20 4.40 4.60 4.80
m/z 45.15 51.42%
20.0 ‘ 101.0
0 \\\‘\m‘\\‘i‘\‘\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16534: 1-Ethoxypentan-3-ol
59.0
”‘M‘_‘fou‘_“A‘M‘
4.20 4.40 4.60 4.80
5000 m/z 101.15 32.18%
85.0
| “ ‘114.0
(O o e TSI o e e B Emmm
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #9522: 2-Pentanol, 2,4-dimethyl- ARRmEE T
59.0 4.20 4.40 4.60 4.80
m/z 41.15 30.71%
5000
31.0 ‘ 101.0
0 m_u‘“m““mﬂwmw‘m‘_m_m_m‘mmm“‘
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80

8270-BGO50522.M Tue May 24 18:07:00 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53666.D

Acqg On : 23 May 2022 16:10
Operator : CG/JU

Sample : N2968-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknown4.536 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.536 3.71 ng 34522 1,4-Dichlorobenzene-d4 8.060

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 42
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 40
3 Boronic acid, ethyl-, diethyl ester 130 C6H15B02 053907-92-9 38
4 4-Methyl-2-hexanol 116 C7H160 002313-61-3 32
5 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 28
Abundance Scan 195 (4.536 min): BG053666.D\data.ms (-189) (-) m/z 57.15 100.00%
57.1
5000 al 1012
o DR e e
| ‘ 83.2 4.20 4.40 4.60 4.80
bl w/z 4518 72.83%
miz--> 0 20 40 60 80 100 120
Abundance #15680: Di-sec-Butyl ether
45.0
A /\ L
5000 Mo ey
101.0 4.20 4.40 4.60 4.80
29.0 m/z 101.15  39.69%
83.0
0 140 g, L 600 , | ‘ 130.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\f‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
4.20 4.40 4.60 4.80
5000 m/z 41.15 36.29%
41.0
101.0
o 260 || | 70 | g
e
miz--> 0 20 40 60 80 100 120
Abundance #15338: Boronic acid, ethyl-, diethyl ester
45.0 4.20 4.40 4.60 4.80
m/z 59.15 22.61%
101.0
5000 73.0
29.0
ol ‘1‘4"‘0‘ ‘M ol = ‘ R L ‘1‘2‘9;0‘ "\“HH_H/\/\WMM\,
m/z--> 0 20 40 60 80 100 120 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53666.D

Acqg On : 23 May 2022 16:10
Operator : CG/JU

Sample : N2968-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknown4.553 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.553 3.41 ng 31748 1,4-Dichlorobenzene-d4 8.060

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone, 2,2-dimethyl- 114 C7H140 000564-04-5 38
2 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 32
3 2-Butyne-1,4-diol 86 C4H602 000110-65-6 23
4 3-Heptanone 114 C7H140 000106-35-4 23
5 1,2,2-Trimethylpropyl trifluoroa... 198 C8H13F302 116465-21-5 9
Abundance Scan 198 (4.553 min): BG053666.D\data.ms (-196) (-) m/z 57.15 100.00%
57.1
5000
41.1
A AT
| 710 852 11?-2 4.20 4.40 4.60 4.80
O b prere e b et el e m/z 41.15 30.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8565: 3-Pentanone, 2,2-dimethyl-
57.0
5000
29.0 4.20 4.40 4.60 4.80
m/z 114.15 11.66%
114.0
4‘_ 85.0
OH\‘\H\‘H\‘\‘\H\“%\(\)\‘H‘H‘\\\7\%\.(\)\\‘\\\\‘\\9\\9’.(\)\\\‘\!\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8517: 3-Hexanone, 5-methyl-
57.0
e ARRmEES ST
4.20 4.40 4.60 4.80
5000 m/z 53.15 6.64%
41.0 85.0
O O "
(O RN o e e e e o RARRRRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1869: 2-Butyne-1,4-diol e
57.0 4.20 4.40 4.60 4.80
39.0 m/z 40.10 5.30%
5000
26 85.0
012070 Iyl o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.20 4.40 4.60 4.80

8270-BGO50522.M Tue May 24 18:07:02 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53666.D

Acqg On : 23 May 2022 16:10
Operator : CG/JU

Sample : N2968-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 5 Hexanoic acid, 2,2-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.366 7.09 ng 66053 1,4-Dichlorobenzene-d4 8.060

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2,2-dimethyl- 144 C8H1602 000813-72-9 50
2 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 45
3 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 43

4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806

Abundance Scan 847 (8.366 min): BG053666.D\data.ms (-844) (-)
57.1 88.2

41.1
5000 73.0

‘ ‘ ‘ 119.2
“ bl ‘m\\ ‘
rprrrrprrr e e e e e et e e

m/z--> 20 30 40 50 60 70 80 90 100110120130140150

Abundance #24143: Hexanoic acid, 2,2-dimethyl-
57.0

o

88.0

5000

73.0
260 | d ‘ . 1150 145.0

\‘\\\\‘H\\‘HH[HH‘HH‘HH‘H\ ‘H\\iM\\‘HH’HH‘HH’HH‘H

m/z--> 20 30 40 50 60 70 80 90 100110120130140150

Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl-
57.0 88.0

o

5000 41.0

73.0
26\£ L H || 113012901450

m/z--> 20 30 40 50 60 70 80 90 100110120130140150

Abundance #2216: Hydrazine, 1,2-diethyl-
31.0

-

o

59.0 88.0

5000

m/z--> 20 30 40 50 60 70 80 90 100110120130140150

o

8270-BGO50522.M Tue May 24 18:07:03 2022

000868-57-5 42
056554-54-2 40

m/z 88.15 100.00%

%

8.00 8.20 8.40 8.60
m/z 57.15 96.68%

%

8.00 8.20 8.40 8.60
m/z 41.15 58.01%

-

,‘f\f\\\ ‘ TITT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
8.00 8.20 8.40 8.60
m/z 43.15  54.35%

AR
8.00 8.20 8.40 8.60

m/z 73.00 46.67%

a

8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53666.D

Acqg On : 23 May 2022 16:10
Operator : CG/JU

Sample : N2968-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Butane, 2,2'-[methylenebis(... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

912 3m.01ng 334504  1,4-Dichlorobenzene-d4 8.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2,2'-[methylenebis(oxy)]... 188 C11H2402

2 1-Butanol, 2,2-dimethyl- 102 C6H140

3 Ethanedioic acid, bis(3-methylbu... 230 C12H2204
4 3-Hexanol, 4,4-dimethyl- 130 C8H180

5 4,4-Dimethyl-1-hexene 112 C8H16

Abundance Scan 974 (9.112 min): BG053666.D\data.ms (-962) (-)

054699-28-4 50
001185-33-7 35
002051-00-5 35
019550-09-5 35
001647-08-1 27

m/z 71.15 100.00%

71.2
43.1
5000
550 5,00 550 0,40
99.2 : : : .
0 92 w/z 43.16 81.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62670: Butane, 2,2'-[methylenebis(oxy)]bis[2-methyI-
71.0
43.0
5000 LB L B R I B
8.80 9.00 9.20 9.40
m/z 57.10 59.12%
129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5038: 1-Butanol, 2,2-dimethyl-
43.0
71.0 A SSVEV VRS
R O b R N
8.80 9.00 9.20 9.40
5000 m/z 59.15 58.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #111190: Ethanedioic acid, bis(3-methylbutyl) ester R RAREEL S
43.0 8.80 9.00 9.20 9.40
71.0 m/z 41.15 50.18%
5000
R e A RAABN SARaEEEEEE e PR T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53666.D

Acqg On : 23 May 2022 16:10
Operator : CG/JU

Sample : N2968-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 7 unknown9.852 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.852 7.15 ng 101265 Naphthalene-d8 10.868

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 35
2 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 35
3 3,3-Dimethylpyrrolidine-2,5-dione 127 C6HINO2 003437-29-4 35
4 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 27
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 25

Abundance Scan 1100 (9.852 min): BG053666.D\data.ms (-1088) (-) m/z 56.15 100.00%

56.1
83.2
5000 411
127.2
St gL
ol al %82 o S
O bbb b e e e m/z 59.10  64.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3776: (Z2)-Hex-2-ene, 5-methyl-
56.0
41.0
5000
9.50 10.00
98.0 m/z 43.15 62.89%
G T e
O H\‘\MH‘H}\MH\H}HNV‘V‘\‘H‘\‘\‘H\‘\‘\‘\H‘H\\’HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7693: Cyclopentane, 1-ethyl-2-methyl-, cis-
55.0 83.0
P e
9.50 10.00
5000 ITI/Z 55.15 59.66%
27.0
112.0
0“Wm‘wu‘hu‘ﬂmupﬂL‘HNHHHVNM‘HM,HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13487: 3,3-Dimethylpyrrolidine-2,5-dione WMW —
56.0 9.50 10.00
m/z 83.15 57.76%
5000 41.0
127.0
84.0 99.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53666.D

Acqg On : 23 May 2022 16:10
Operator : CG/JU

Sample : N2968-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 8 n-Hexadecanoic acid

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.323 5.53 ng 136878  Phenanthrene-di10 17.436
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Undecanoic acid 186 C11H2202 000112-37-8 68

Abundance Scan 2542 (18.323 min): BG053666.D\data.ms (-2537) (-

m/z 73.10 100.00%

431 731
5000
129.2
213.3 = —
M 15721852 ‘ 256.2 18.00 18.50
0 ‘H_‘H\“:“w!huhl““”“:u“m“: bl Um““uh‘lu“u‘h‘l““} uuwwm“_ m/z 60.10  93.30%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
18.00 18.50
167.01g5 02130  256.0 m/z 43.15 85.57%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
— ——
18.00 18.50
5000 129.0 ITI/Z 57.20 72.15%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 18.00 18.50
m/z 41.15 69.96%
5000 129.0
199.0
s ) e T
o%ﬁgkwﬁwwJMNMHNHM‘WH_‘JMﬂ‘JHW‘HWH‘WHH“ — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BG@53666.D

Acqg On : 23 May 2022 16:10
Operator : CG/JU

Sample : N2968-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 9 Octadecanoic acid

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.586 2.31 ng 62266 Chrysene-di12 21.712
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404
3 Pentadecanoic acid 242 C15H3002
4 Undecanoic acid 186 C11H2202
5 Methyl 2,6-anhydro-.alpha.-d-alt... 176 C7H1205

Abundance Scan 2757 (19.586 min): BG053666.D\data.ms (-2753) (-

000057-11-4 99
000106-11-6 64
001002-84-2 59
000112-37-8 43
1000130-02-0 38

m/z 73.00 100.00%

5000 MMMWMMMNAJAMWVMMNNWN
1852 241.3284.4 — ‘
340.9 19.50
0y m/z 43.15 84.04%
mlz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —— ‘
30 19.50
185.0 2410284-0 m/z 55.15  73.45%
0“¢\M
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
T \
19.50
m/z 57.15 63.65%
5000 284.0 /
3.0 129.0
‘ 185.0 2410
0 \‘ﬂ‘\ MMM““‘ M\ uf ‘\‘\ ‘\ “‘ | ‘\‘\‘ “ - “‘ R ‘3‘7‘2"
Miz--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid —— ‘
73.0 19.50
m/z 69.25 62.17%
5000 129.0
29.
199.0 242.0
0 \\“Hm‘\\‘\u\“““‘ —
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_G\Data\BG@52322\
Data File : BG@53666.D

Acqg On : 23 May 2022 16:10
Operator : CG/JU

Sample : N2968-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 10 1-Hexacosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.337 4.11 ng 110880 Chrysene-di12 21.712
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 90
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
5 1-Heptadecene 238 C17H34 006765-39-5 89

Abundance Scan 3055 (21.337 min): BG053666.D\data.ms (-3051) (-  m/z 57.15 100.00%

57.1
97.2
5000

| | M 39.3182.1 240.3 283.1 327.1 21 00 21 50
0 “‘H“‘\‘JH‘ MWWMJJUM\WM”w”w” R m/z 83.10 94.62%
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
5000
2100 2150

m/z 55.15 93.91%

O T “\ ‘\ “ T H\‘ “ ““ 1‘\ “‘ ‘h T “\8\]-\0 T \2\38\ P\ \2\9\2‘()\ T T 3‘6\4\(
m/z--> 50 00 150 200 250 300 350
Abundance #155961: 1-Nonadecene
43.0 97.0

2100 2150
5000 m/z 43.15 87.35%
o LU B8 020200
miz--> 50 100 150 200 250 300 350
Abundance #271371: Bromoacetic acid, hexadecyl ester
3.0 2100 2150
3.0 m/z 69.15 86.78%
5000
230
196.0
0 ‘ H‘ \M ‘mHH\\ “\\“‘2‘6‘9"0“””‘”
m/z--> 50 150 200 250 300 350 2100 2150
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52322\
Data File : BGO53666.D

Acqg On : 23 May 2022 16:10
Operator : CG/JU

Sample : N2968-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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-Butanol, 2,3-... 3.743 8.1 ng 75520 1 8.060 186316 20.0
Propane, 2-meth... 4.465 5.2 ng 48340 1 8.060 186316 20.0
unknown4.536 4.536 3.7 ng 34522 1 8.060 186316 20.0
unknown4.553 4.553 3.4 ng 31748 1 8.060 186316 20.0
Hexanoic acid, 8.366 7.1 ng 66053 1 8.060 186316 20.0
Butane, 2,2'-[m... 9.112 35.9 ng 334504 1 8.060 186316 20.0
unknown9.852 9.852 7.2 ng 101265 2 10.868 283420 20.0
n-Hexadecanoic ... 18.323 5.5 ng 136878 4 17.436 494803 20.0
Octadecanoic acid 19.586 2.3 ng 62266 5 21.712 540218 20.0
1-Hexacosene 21.337 4.1 ng 110880 5 21.712 540218 20.0
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