LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BGO@55612.D

Acqg On : 14 Nov 2022 20:07
Operator : CG/JU

Sample : N5554-03

Misc :

ALS Vvial : 12 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO55612.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1  3.318 3 5 10 rvB 78026 95382 2.79% 0.410%
2 5.316 337 345 356 rBvV 280970 447799 13.11% 1.926%
3 5.792 419 426 439 rVB 985149 1617661 47.37% 6.957%
4 7.407 692 701 714 rBV 981936 1762203 51.60% 7.578%
5 8.265 835 847 854 rBV 225796 384589 11.26% 1.654%
6 9.434 1039 1046 1053 rBvV 594997 1110065 32.50% 4.774%
7 10.839 1280 1285 1298 rVB 64332 130165 3.81% 0.560%
8 11.038 1314 1319 1323 rBV 34130 61914 1.81% 0.266%
9 11.097 1323 1329 1337 rVB 325321 588814 17.24% 2.532%
10 11.232 1346 1352 1358 rVB2 37567 66517 1.95% 0.286%
11 12.813 1614 1621 1624 rBVS 18944 55934  1.64% 241%

12 13.101 1666 1670 1677 rVB6 60497 101164 2.96%
13 13.412 1718 1723 1730 rVB 237727 346781 10.15%
14 13.512 1734 1740 1746 rVB 1605947 2557778 74.90% 1
15 13.700 1769 1772 1780 rVB4 137752 218133 6.39%

OCrRr RO
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=
B

16 14.317 1874 1877 1878 rBV3 125307 142926 4.19%
17 14.352 1879 1883 1887 rVB2 574426 790868 23.16%
18 14.887 1972 1974 1981 rVB2 603221 887561 25.99%
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R

19 15.380 2055 2058 2064 rBV3 325400 538016 15.75% 314%
20 16.121 2181 2184 2189 rVB 745058 1012923 29.66% 356%
21 16.373 2224 2227 2233 rVB 967921 1315339 38.51% 5.657%
22 16.602 2262 2266 2270 rVB 1512865 2163406 63.35% 9.304%

23 17.425 2402 2406 2410 rVB 1763797 2568171 75.20% 11.045%
24 20.222 2878 2882 2888 rVB 2394568 3415149 100.00% 14.687%
25 25.363 3752 3757 3774 rVB2 285763 873504 25.58% 3.757%

Sum of corrected areas: 23252762
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07
Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055612.D\data.ms

4000000

3000000

2000000

1000000 5.792 7.407

9.434

5.316 11.007
318 8.265 10.6398232 12.813

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG055612.D\data.ms
17.425 20.222

4000000 16.602

16.37

3000000
16.121

2000000{ 43 512
14.887 15.380

1000000

SN

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: BG055612.D\data.ms

4000000
3000000
2000000
1000000

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07

Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration 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
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
3.318 4.96 ng 95382 1,4-Dichlorobenzene-d4 8.265
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 12
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 9
Abundance Scan 5 (3.318 min): BG055612.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.0
R REARSRREEE R
‘ 3.40 3.50 3.60 3.70
Ober e bbb i e e m/z 43.00 41.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 RN e e e A
430 950 3.403.50 3.60 3.70
87.0 m/z 55.00 29.06%
27.0 ‘
0H‘HH‘\Hm“{\\\‘il\‘u‘\‘\ﬁ“\H\H\lH‘HH‘HH‘\-\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4950: Silane, ethyltrimethyl-
73.0
N EEES EsaRamaaasuEan
3.40 3.50 3.60 3.70
5000 59.0 m/z 87.00  24.95%
87.0
43.0
0 2&0 “ | 102.0
A o N L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2310: 1,3-Dioxolane, 2-methyl- R A REARSREEEE R
73.0 3.40 3.50 3.60 3.70
m/z 41.00 9.74%
43.0
5000
29.0 58.0
15.0 “ ‘ 87.0
) S EY N SO MM M N — EAssma S
miz--> 10 20 30 40 50 60 70 80 90 100 110 3.403.50 3.60 3.70

8270-BG110922.M Tue Nov 15 06:21:13 2022

Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07
Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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.
5.316 23.29 ng 447799  1,4-Dichlorobenzene-d4 8.265

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 345 (5.316 min): BG055612.D\data.ms (-337) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
‘ 83.0 5.00 5.20 5.40 5.60

0t S m/z 59.00  52.72%

m/z--> 20 40 60 80 100 120 140

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 59.0 T T T T T
5.00 5.20 5.40 5.60
101.0 m/z 101.00 16.89%
270 ‘ 83.0
0\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
m/z--> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e EAREmEEE R
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 14.39%
H ‘ 87.0
IR N A
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R AR mamEEREE
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.63%
5000 41.0
. W | 12601420
-1 R RRERNEEE aEE
mlz--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07
Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.839 4.42 ng 130165 Naphthalene-d8 11.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 45
Abundance Scan 1285 (10.839 min): BG055612.D\data.ms (-1280) (-~ | m/z 45.00 100.00%
45.0
5000 /\\\
75.0 ‘ Ll
| 101.0 132.2 150.9 10.50 11.00
0t e AT 1322100 sz 57,00 99.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 = —
29.0 10.50 11.00
75.0 m/z 41.00 35.49%
0 LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ \19?\0\ T ‘ \1\312\0‘ L ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
— ——
10.50 11.00
5000 m/z 75.00 16.44%
29.0 75.0
100.0
0 w\uwwwi?‘%"wv?w
m/z--> O 60 80 100 120 140 160
Abundance #38409. Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — —
45.0 10.50 11.00
m/z 56.00 16.41%
5000
89.0
2710
o b ey 10 g withe T
m/z--> 20 40 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07

Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration 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
Peak Number 4 Hexacosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11.038 2.10 ng 61914 Naphthalene-d8 11.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 64
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 59
3 Tridecane 184 C13H28 000629-50-5 59
4 10-Methylnonadecane 282 C20H42 056862-62-5 59
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59

Abundance Scan 1319 (11.038 min): BG055612.D\data.ms (-1314) (-~ ' m/z 57.10 100.00%
57.1
- M
T 7 \
H; 11 11.00
ow‘:‘w‘ ‘meJH‘_W,HH,HH,H m/z 43.05  75.92%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — |
11.00
m/z 41.00 43.98%
0 \‘LH 1 M | 141:0183.0 225.0 267.0 309.0 367
\\\‘\ T \\\‘\\\\’\\\\’\\\\’\\
m/z--> 50 100 150 200 250 300 350
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
T 7 \
11.00
5000 m/z 71.10 41.89%
oLl %0 . e
m/z--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane — ‘
57.0 11.00
m/z 55.00 26.06%
o MN[MWM%MWJLNNAV%&wWA
O ‘\‘ Ll ‘\ \‘ \Fgﬂo 141 0 1840
A T T —
mlz--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07
Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Undecane, 2,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.232 2.26 ng 66517 Naphthalene-d8 11.097
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 64
3 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 59
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 59
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53

Abundance Scan 1352 (11.232 min): BG055612.D\data.ms (-1346) (-~ | m/z 57.05 100.00%

57.0
5000

T T
““ m 85.1 1100 1411 1661 11.00 11.50
e

it e e e | M/Z 43.05  49.08%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0

o

5000 — —
11.00 11.50
L m/z 71.05 36.67%
29.0 98.0
OH_M\H“\MH\!‘_m ) w1410 1690
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
1“00 1“50
5000 m/z 41.00 25.05%
oo 0110 1550 1840
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59085: Decane, 2,6,6-trimethyl- — T
57.0 11.00 11.50

m/z 56.10  19.56%

B J\VM\'\#
99.0
127.0
L e

O o B i B —— ——
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07
Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 unknownl13.101 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.101 2.28 ng 101164  Acenaphthene-di10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 38
2 4,6-Heptadien-2-one, 3,6-dimethy... 180 C12H200 077822-50-5 30
3 4-Pyridinol, acetate (ester) 137 C7H7NO2 014210-20-9 30
4 3-Hydroxypyridine monoacetate 137 C7H7NO2 017747-43-2 22
5 2-Ethenoxy-1,7,7-trimethylbicycl... 180 C12H200 1000432-15-0 22

Abundance Scan 1670 (13.101 min): BG055612.D\data.ms (-1666) (- = m/z 57.00 100.00%

57.0 81.0
5000

—
13.00 13.50
0! m/z 81.00 92.01%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69403: Naphthalene, 2-butyldecahydro-
137.0
95.0

5000

—
41.0 . .

67.0 194.0 13.00 13.50

m/z 41.00 87.08%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54933: 4,6-Heptadien-2-one, 3,6-dimethyl-3-(1-methylet
95.0 137.0

— ‘
43.0 13.00 13.50
5000 m/z 69.00  82.25%
67.0 180.0
0 AL “w \‘MH‘ “‘Mu Mi‘u “M ‘ “1‘\1“5.‘{#‘ - “‘ AR ames B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19169: 4-Pyridinol, acetate (ester) — —
2
43.0 67.0 13.00 13.50
95.0 m/z 95.00  81.05%
137.0
5000
O““““U"ﬂh““‘M‘J“‘H“H“‘w““‘u““ — —
mlz--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07
Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.412 7.81 ng 346781  Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
5 Heptacosane 380 C27H56 000593-49-7 59
Abundance Scan1723(13412nmn BG055612.D\data.ms (-1718) (- m/z 57.05 100.00%
57.0
5000
85.1
——
113.1 13.50
bt g T 1854 15901831 o g1 05 72.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 T
13.50
20.0 85.0 m/z 43.10 53.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
——
13.50
5000 m/z 41.00 36.05%
29.0 85.0
oL M0 550 18302060
o o R B e RARRA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59047: Dodecane, 3-methyl- —
57.0 13.50
m/z 85.10  29.96%
5000
85.0
29.0
S O O S O 7Y WL
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

8270-BG110922.M Tue Nov 15 06:21:18 2022 Page: 9



Data Path :
Data File :
: 14 Nov 2022 20:07
: CG/JU

: N5554-03

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\

BGO55612.D

: 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration 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
Peak Number 8 Tricosyl pentafluoropropionate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.700 4.92 ng 218133  Acenaphthene-di10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 50
2 Decane, 5-cyclohexyl- 224 C16H32 013151-76-3 50
3 Cyclohexane, 1,1'-methylenebis- 180 C13H24 003178-23-2 35
4 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 27
5 3,7-Decadiene, 2,9-dimethyl- 166 C12H22 074630-13-0 27

Abundance Scan 1772 (13.700 min): BG055612.D\data.ms (-1769) (-~ | m/z 55.00 100.00%
55.0
119.0
—— —
‘ ‘ 180.1 13.50 14.00
0 H‘Muh whu\'Mu‘lw\“u‘-w‘lM e  m/z 57.00  82.35%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #335528: Tricosyl pentafluoropropionate
57.0
5000 — e
111.0 13.50 14.00
m/z 43.10 76.23%
0 \J\ ‘Il“ T “\‘ ‘ “l ‘\J‘\ ‘h"““?z-\()\ ‘2\2\4:.\0‘ TT 1T ‘3\2\‘2\-9‘ TTTT ‘ TTT \4‘.6\\8.\(
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104602: Decane, 5-cyclohexyl-
55.0
—— —
13.50 14.00
5000 m/z 83.10 67.76%
111.0
‘ ‘ ‘167.0
‘ HJ Il \h I \‘ 1 224.0
oAbt =
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #55009: Cyclohexane, 1,1'-methylenebis- — —
83.0 13.50 14.00
m/z 41.00 60.08%
5000
180.0
gilll
0 NUmNKuH‘%H““u‘_““"H“““H“““w“‘ e e
mlz--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07

Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: 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 9 unknownl4.317 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.317 3.22 ng 142926  Acenaphthene-di10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
2 S-Phenyl 5-(phenylthio)pentaneth... 382 C17H180S2 1000234-40-7 27
3 2-Anthracenamine 193 C14H11N 000613-13-8 25
4 Iminostilbene 193 C14H11N 000256-96-2 22
5 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C10H11NO3 1000387-33-4 22

Abundance Scan 1877 (14.317 min): BG055612.D\data.ms (-1874) (1 | m/z 193.10 100.00%
198.1
55.0
119.
5000 90
— ——
H }151.1 | 14.00 14.50
0 B ol L o m/z 55.00 76.49%
miz--> 50 100 150 200 250 300
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0
: 123.0
5000 — —
14.00 14.50
290 ‘ m/z 41.00 68.69%
0+ \“\ ‘f“ ‘H\"LU H\‘\H‘L‘ ‘U \“\‘Lr L B B B B B B B
miz—-> 50 100 150 200 250 300
Abundance #201981: S-Phenyl 5-(phenylthio)pentanethioate
193.0
— ——
14.00 14.50
5000 m/z 69.18  58.93%
123.0
55.0 ‘
RTTRRNCZ N NN A R
m/z--> 50 100 150 200 250 300
Abundance #68073: 2-Anthracenamine — —
193.0 14.00 14.50
m/z 43.00 52.29%
5000
97.0
bl R S
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BG110922.M Tue Nov 15 06:21:19 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07
Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 10 Tritetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.352 17.82 ng 790868  Acenaphthene-di10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 86

Abundance Scan 1883 (14.352 min): BG055612.D\data.ms (-1879) (+ | m/z 57.10 100.00%

57.1
5000
14‘0(5 ‘14‘50‘
141.0 . .
ol 2 w/z 43.18 84.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 — —
14.00 14.50
m/z 71.10 76.84%
o] wﬁ;q 197.0267.0337.0  463.0 533.0 604.
‘\\\\‘\\\\‘\\\T[\ff\‘}\\T‘\TF\‘W\\\[\\TV‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107220: Hexadecane
57.0
— —
14.00 14.50
5000 m/z 55.00  39.72%
. ] 270 2260 M
BN R e o e R SRR R R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #261362: 1-Octadecanesulphonyl chloride P —
57.0 14.00 14.50
m/z 41.00 38.26%
133.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07
Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 11 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.380 12.12 ng 538016 Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 74
2 Pentadecane 212 C15H32 000629-62-9 64
3 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 62
4 Decane, 2-methyl- 156 C11H24 006975-98-0 58
5 Octane, 2-methyl- 128 C9H20 003221-61-2 58
Abundance Scan 2058 (15.380 min): BG055612.D\data.ms (-2055) (- | m/z 57.00 100.00%
57.0
A
5000 8
1190 — —r—
15.00 15.50
1 1
(S %51 2182 m/z 43.10  78.92%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0
85.0
5000 — —
15.00 15.50
29.0 N m/z 71.10 74.64%
0 H\‘\‘\‘H“‘}\\““\WH}\“H‘H\M“\\‘”\‘\‘\1\?‘1\ \0\\1‘\6? \(‘)\1\91 \(\)\\‘\\\\‘\\\\2‘6\§\(
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #90189: Pentadecane
57.0
— ——
15.00 15.50
m/z 85.10 51.82%
5000 85.0
29.0
0 \‘ I H \‘ I \‘11?0\14\1 01690 212.0
e e e e e e e e
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #33094: Nonane, 4,5-dimethyl- — —
43.0 15.00 15.50
m/z 41.00 43.29%
71.0
5000
‘ 126.0
o T A P - - S
m/z--> 20 40 60 80 100120140160 180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07

Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: 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 12 Undecane, 5-ethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.121 22.82 ng 1012920  Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-ethyl- 184 C13H28 017453-94-0 78
2 Heptacosane 380 C27H56 000593-49-7 72
3 Dodecane, 2-methyl-8-propyl- 226 C1l6H34 055045-07-3 72
4 3,5-Dimethyldodecane 198 C14H30 107770-99-0 68
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64

Abundance Scan 2184 (16.121 min): BG055612.D\data.ms (-2181) (- | m/z 57.10 100.00%
57.1
5000 VJvN\,hfo\J¥/WJJkNA
9.1 1600 1650
' 169.1 . :
om‘u‘wmﬁ“\ Lo 210127089 m/z 43.10  44.62%
m/z--> 50 100 150 200 250 300 350
Abundance #59035: Undecane, 5-ethyl-
57.0
5000 —— P
16.00 16.50
m/z 71.10 42.63%
“ ‘ %8-0 155.0
0\\‘\“\“\‘\“‘\\‘\\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—— —
16.00 16.50
5000 m/z 85.10 21.46%
0 J‘ ‘h % ‘1410183022502670 323.0 380.(
= AT T e
m/z--> 50 100 150 200 250 300 350
Abundance #107243: Dodecane, 2-methyl-8-propyl- — —
57.0 16.00 16.50
m/z 41.00 20.23%
112.0 183.0
I B I -1 R R
miz--> 50 100 150 200 250 300 350 16.00 16.50

8270-BG110922.M Tue Nov

15 ©06:21:22 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07
Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration 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
Peak Number 13 Pentadecane, 2,6,10-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.602 16.85 ng 2163410  Phenanthrene-d10 17.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 94
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 91
3 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 86
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 80

Abundance Scan 2266 (16.602 min): BG055612.D\data.ms (-2262) (+ | m/z 57.10 100.00%

57.1
5000

85.1 _— —
‘ ‘ | ‘ 113.1 16.50 17.00
O O T N

141.0 1832 545 12441 276 .
_‘Hp“_H‘_H‘_WW‘HW‘HW‘HWH‘WH‘WHH,HH‘HH“ m/z 71.10  68.73%

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0

5000 —— —
16.50 17.00
85.0

290 ‘ m/z 43.10 58.58%
|

113.0
| oL ["P%a10 183021102300
‘\H\’HH‘\\H‘HH‘\H\‘\\H‘HH‘HH‘HH‘H\\‘\\H’HH‘\H\‘\
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0

—
16.50 17.00
5000 m/z 41.00 27.18%

85.0
20.0 113.0 0
I ‘ PR N 1550 225.0253.0

o

o

0 _m,m _mWH‘mWmWH‘wWH“MWH,HHW‘W
m/z--> 20 40 60 80 100120140 160 180200220240 260
Abundance #158617: Heptadecane, 2,6-dimethyl- — —r
57.0 16.50 17.00

m/z 85.10  24.74%

5000
85.0
H 113.0

A J . [ 1410 1820 2250253.0

m/z--> 20 40 60 80 100120140160 180200220240 260 16.50 17.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07
Operator : CG/JU

Sample : N5554-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 14 Hexadecane, 2,6,10,14-tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.425 20.00 ng 2568170  Phenanthrene-d10 17.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 92
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 87
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
5 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 87
Abundance Scan 2406 (17.425 min): BG055612.D\data.ms (-2402) (- | m/z 57.10 100.00%
57.1
‘ 99.1 17.50
o411 1831 '
ob m‘u LR B2 23012600 m/z 71.10  68.89%
m/z--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 T
17.50
130 m/z 43.10 52.37%
7.0 ‘ '
05 “‘\ ‘\‘ ““\ ‘H‘ \H‘\ ‘M‘ \“‘ T “\ \“]5‘3\0\18\:‘3\0“ E— \25‘3\0\ T
m/z--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
——
17.50
5000 m/z 85.10 38.31%
99.0
0 ‘m Jou 7y 1410 1830 2390 296 MJLM
el S
m/z-—-> 50 100 150 200 250
Abundance #107223: Tridecane, 5-propyl- —
57.0 17.50
m/z 41.00 27.72%
5000 A_AWJ\«AJN\
112.0
o a0 180 g0 -
miz--> 50 100 150 200 250 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55612.D

Acqg On : 14 Nov 2022 20:07
Operator : CG/JU

Sample : N5554-03

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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|
Butane, 2-metho... 3.318 5.0 ng 95382 1 8.265 384589 20.0
2-Pentanone, 4-... 5.316 23.3 ng 447799 1 8.265 384589 20.0
Ethanol, 2-(2-b... 10.839 4.4 ng 130165 2 11.097 588814 20.0
Hexacosane 11.038 2.1 ng 61914 2 11.097 588814 20.0
Undecane, 2,6-d... 11.232 2.3 ng 66517 2 11.097 588814 20.0
unknown13.101 13.101 2.3 ng 101164 3 14.893 887561 20.0
Dodecane, 2,7,1... 13.412 7.8 ng 346781 3 14.893 887561 20.0
Tricosyl pentaf... 13.700 4.9 ng 218133 3 14.893 887561 20.0
unknown14.317 14.317 3.2 ng 142926 3 14.893 887561 20.0
Tritetracontane 14.352 17.8 ng 790868 3 14.893 887561 20.0
Nonadecane 15.380 12.1 ng 538016 3 14.893 887561 20.0
Undecane, 5-ethyl- 16.121 22.8 ng 1012920 3 14.893 887561 20.0
Pentadecane, 2,... 16.602 16.9 ng 2163410 4 17.637 2568170 20.0
Hexadecane, 2,6... 17.425 20.0 ng 2568170 4 17.637 2568170 20.0
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