LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc :

ALS vial : 6 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-BG031324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60664.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.893 80 86 98 rBV 683973 1084487 8.68% 1.592%
2 5.814 405 413 421 rBV 1638675 2665599 21.34% 3.912%
3 7.436 681 689 699 rBV 1702633 2967058 23.75% 4.355%
4 8.323 833 840 850 rBV 443140 776053  6.21%  1.139%
5 9.087 962 970 980 rBV 86424 182312 1.46% 0.268%
6 9.522 1037 1044 1056 rVB 1032608 1846479 14.78% 2.710%
7 11.167 1314 1324 1332 rBV 647489 1158843 9.28% 1.701%
8 11.637 1393 1404 1409 rBV 2640492 4182738 33.49% 6.139%
9 11.696 1409 1414 1419 rVV 2887932 4544545 36.38% 6.670%
10 11.737 1419 1421 1427 rVB2 160610 208023 1.67% 0.305%
11 12.483 1543 1548 1554 rBV 137346 212986 1.71% 0.313%
12 12.595 1563 1567 1575 rVB3 107095 193888 1.55% 0.285%
13 13.364 1695 1698 1702 rBV3 95470 132745 1.06% 0.195%
14 13.411 1702 1706 1715 rVB2 117415 225244  1.80% 0.331%
15 13.570 1728 1733 1739 rBV 2715578 4217872 33.77% 6.191%
16 13.699 1751 1755 1760 rVB4 211498 322716 2.58% 0.474%
17 14.340 1859 1864 1869 rBV3 812222 1610384 12.89% 2.364%
18 14.645 1912 1916 1921 rBV5 435147 732051 5.86% 1.074%

19 14.915 1955 1962 1976 rVB3 6667082 12490273 100.00% 18.332%
20 15.286 2021 2025 2029 rVB2 1856640 2385312 19.10%

w
w1
[
=
R

21 15.380 2038 2041 2044 rBV 522306 581086  4.65%
22 15.438 2047 2051 2061 rVB2 1927720 3494438 27.98%
23 15.709 2093 2097 2102 rVB3 1036147 1996538 15.98%
24 16.431 2217 2220 2224 rVB2 1342907 1888985 15.12%
25 16.596 2245 2248 2254 rVB 3017093 4295993 34.39%

ANNUO
(o]
w
(]
B

26 17.424 2385 2389 2393 rVB 2767337 3769752 30.18%
27 20.280 2871 2875 2880 rVB 3188546 4052165 32.44%
28 22.019 3167 3171 3174 rBV 871426 1324943 10.61%

R R R un
[t
I
U
R

29 23.494 3419 3422 3428 rVB2 456639 780393 6.25% 145%
30 23.558 3429 3433 3445 rVB3 308250 733861 5.88% 077%
31 25.491 3757 3762 3768 rBV3 280573 685180 5.49% 1.006%
32 25.574 3769 3776 3789 rVB2 581294 1801903 14.43%  2.645%

33 31.420 4760 4771 4790 rVB2 111725 588899 4.71% 0.864%

Sum of corrected areas: 68133744
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060664.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000 1183

2000000 5.814 7.436

9.522
1000000 3.893 8.323 11.167

' 9.087 1M.737 123§@§w¢$
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
Time--> 350 400 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060664.D\data.ms
14.915 17.424 20.280

8000000 16.596

7000000

6000000 16.43

5000000 &J

4000000 oEhls

3000000 15, 22,019
2000000 _

1000000 _ |

O T T T T T T T T T T T T T T T T

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: BG060664.D\data.ms

8000000
7000000
6000000
5000000
4000000
3000000
2000000

1000000 2341588 289614
I 31.420

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 (S)-(+)-1,2-Propanediol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.893 27.95 ng 1084490 1,4-Dichlorobenzene-d4 8.323

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9

Abundance  Scan 86 (3.893 min): BG060664.D\data.ms (-80) (-) m/z 45.10 100.00%

45.1
5000

3.60 3.80 4.00 4.20
Ol 280938381 S04 sz 43,10 17.86%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0

5000 TR T
3.60 3.80 4.00 4.20

m/z 44.10 5.66%

0‘\\”\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1083: Propylene Glycol
45.0

3.60 3.80 4.00 4.20

5000 m/z 61.10 5.35%
0‘\\J“\“H‘\\\‘\\\\‘\\\\‘\\\\‘\\H‘HHWH‘HH‘HH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1091: R-(-)-1,2-propanediol T e e
45.0 3.60 3.80 4.00 4.20

m/z 42.05 2.85%

5000
L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 2 Diethyl carbitol Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.087 4.70 ng 182312 1,4-Dichlorobenzene-d4 8.323
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl carbitol 162 C8H1803 000112-36-7 83
2 3,6,9,12-Tetraoxatetradecan-1-o0l 222 C10H2205 005650-20-4 50
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50

5 Methyl 2-(2-(2-ethoxyethoxy)etho... 206 C9H1805 1000366-78-1 45

Abundance Scan 970 (9.087 min): BG060664.D\data.ms (-962) (-) = m/z 45.16 100.00%
45.1

5000

8.80 9.00 9.20 9.40
103.0 319.3 500.

O Al 20 3198 5000 ./ so.10  44.35%
miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance #38390: Diethyl carbitol
45.0
5000 B R RN R e
8.80 9.00 9.20 9.40
m/z 72.10 34.48%
Al 103.0
0‘\“\}\‘{\\'\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #100839: 3,6,9,12-Tetraoxatetradecan-1-ol
45.0
e e
8.80 9.00 9.20 9.40
5000 m/z 73.10  31.44%
OJ‘H‘M, S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10075: 2-Propanol, 1-(1-methylethoxy)- i e
45.0 8.80 9.00 9.20 9.40
m/z 43.10 11.96%
5000
1030
L A S

8.80 9.00 9.20 9.40

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

8270-BGO31324.M Mon Mar 18 ©0:09:59 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.637 72.19 ng 4182740 Naphthalene-d8 11.167
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 83
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 78
3 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 78
4 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 74
5 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 72
Abundance Scan 1404 (11.637 min): BG060664.D\data.ms (-1393) (-~ ' m/z 59.10 100.00%
59.1
5000 M
103.1 —— o
H ‘ ‘ 11.50 12.00
ol | 146218302233 326 ./, 193,10  21.06%
m/z--> 50 100 150 200 250 300
Abundance #49775: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy
59.0
5000 —— =
103.0 11.50 12.00
m/z 41.10 17.29%
01\5.\0‘“\‘ ‘L \“\‘\ T \’!4\3‘0\ L Bt B B B B
m/z--> 50 100 150 200 250 300
Abundance #17329: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
—— =
11.50 12.00
5000 m/z 57.05 16.35%
103.0
0
m/z--> 50 100 150 200 250 300
Abundance #67421: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(ox —r— T
59.0 11.50 12.00
m/z 45.05 14.74%
5000
103.0
o et
e —— =
mlz--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

11.696 78.43 ng 4544550  Naphthalene-d8 11.167
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 83
2 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 72
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64
4 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1010367-13-4 64
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 64

Abundance Scan 1414 (11.696 min): BG060664.D\data.ms (-1409) (-~ | m/z 59.10 100.00%

59.1
5000

— ‘
H % 1150 12.00
ob 4 52 1782 2574 4283 /7 57.10  24.19%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #64373: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000 — SN
11.50 12.00
m/z 45.10 23.76%
VIIRCL
0‘\\‘f¥“V\J‘\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17321: Dipropylene glycol (isomer 3)
59.0
—— —
11.50 12.00
5000 m/z 103.10  20.63%
O b 80
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17328: 1-Propanol, 2-(2-hydroxypropoxy)- ——t T
59.0 11.50 12.00
m/z 41.10 20.52%
5000 NL
OJ150, e o
m/z--> 0 50 100 150 200 250 300 350 400 450 11.50 12.00
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Library Search Compo

und Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27

Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 5 wunknownll.737 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
11737 3song 208023 Naphthalene-ds 11.167
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 3-ethyl-2,2-dimethyl- 100 C6H120 001192-22-9 47
2 Silane, diethyldimethyl- 116 C6H16Si 000756-81-0 45

039961-72-3 40
1000314-09-4 40
029911-28-2 39

3 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2
4 5-Deoxy-.alpha.-d-xylofuranose, . 174 C8H1404
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203

Abundance Scan 1421 (11.737 min): BG060664.D\data.ms (-1419) (-~ ' m/z 59.10 100.00%
59.1
5000
—— —
H 1591 4543 11.50 12.00
obldhipt e o ERS  m/z 57.15 26.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4427: Oxirane, 3-ethyl-2,2-dimethyl-
59.0
5000 —r— o
11.50 12.00
m/z 45.10 20.18%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #9423: Silane, diethyldimethyl-
59.0
—— —
11.50 12.00
5000 m/z 159.10 16.33%
A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #9666: Butanamide, 2-hydroxy-2,N-dimethyl- — U A
59.0 11.50 12.00
m/z 41.10 14.50%
5000
ol o | N——
m/z--> 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 6 Cyclohexane, 1,2,4-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.483 3.68 ng 212986 Naphthalene-d8 11.167
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 53
2 2-Decene, 7-methyl-, (Z)- 154 C11H22 074630-23-2 52
3 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 43
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 35
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 30

Abundance Scan 1548 (12.483 min): BG060664.D\data.ms (-1543) (- | m/z 43.10 100.00%
43.1
5000
83.1
——
252 4790 12.50
ob—Lil. +‘ 2835 3268 L, 57.10 81.49%
m/z--> 50 100 150 200 250 300
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0
5000 T
12.50
270 m/z 69.10  79.85%
0 \‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #31435: 2-Decene, 7-methyl-, (2)-
53.0
—
12.50
5000 m/z 55.10 68.16%
111.0
L o
0L+ H\W\MH‘N\\\“\\\\‘\\ b
m/z--> 50 100 150 200 250 300
Abundance #231744: Oxalic acid, allyl tetradecyl ester —
41.0 12.50
m/z 41.10 53.45%
5000
3.0
H ‘ | ‘ 125.0 241.0
o A b L —
miz--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 unknownl12.595 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.595 3.35 ng 193888 Naphthalene-d8 11.167
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octene, 2,3,6-trimethyl- 154 C11H22 063830-65-9 38
2 Ethanone, 1-cyclopropyl- 84 C5H80 000765-43-5 35
3 Octane, 4-methyl- 128 C9H20 002216-34-4 35
4 1-Hexene, 2,5,5-trimethyl- 126 C9H18 062185-56-2 30
5 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 27
Abundance Scan 1567 (12.595 min): BG060664.D\data.ms (-1563) (- | m/z 43.10 100.00%
43.1
1111 ‘12\50‘ \
63.1 ‘ :
ol M“‘\wuuw‘”w‘mﬂwu L2828 3722428 ) 69.10  90.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #31453: 4-Octene, 2,3,6-trimethyl-
69.0
5000 —— |
12.50
m/z 57.15 85.98%
‘ 154.0
0\“\‘\“‘“\‘\‘“\“‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #1622: Ethanone, 1-cyclopropyl-
43.0
T 7 \
12.50
5000 m/z 41.10 60.33%
L0 L e e WM\/’\W\M
m/z--> 50 100 150 200 250 300 350 400
Abundance #14529: Octane, 4-methyl- — ‘
43.0 12.50
m/z 85.10 53.05%
5000
L e
o+t e
miz--> 50 100 150 200 250 300 350 400 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 8 unknownl4340 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.340 2.58 ng 1610380  Acenaphthene-d10 14.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Bromoeicosane 360 C20H41Br 004276-49-7 43
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 43
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 38
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 38
5 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 35
Abundance Scan 1864 (14.340 min): BG060664.D\data.ms (-1859) (- | m/z 57.10 100.00%
57.1
5000
193.2
— ——
i} \‘ fi e s
0l _m\mmm e 2034057 SATS m/z 43.10  83.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #269798: 1-Bromoeicosane
57.0
5000 — ——
135.0 14.00 14.50
m/z 71.10 63.75%
0 ‘\\‘\‘H 1%\‘M‘WHY”\WJ%\\1\9\7\0\\\‘2\\8\1\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
— ——
14.00 14.50
5000 m/z 41.10 57.00%
L, reso
ot e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester — T
57.0 14.00 14.50
m/z 55.10 54.63%
o ] ’ l‘ 125.0 1960
e e e e e e e — ——
mlz--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50

8270-BGO31324.M Mon Mar 18 00:10:06 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 9 1,1'-Biphenyl, 2,3'-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.286 3.82 ng 2385310  Acenaphthene-d10 14.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,3'-dimethyl- 182 C14H14 000611-43-8 97
2 2,2'-Dimethylbiphenyl 182 C14H14 000605-39-0 97
3 Benzene, 1-methyl-3-(phenylmethyl)- 182 C14H14 000620-47-3 95
4 Benzene, 1-methyl-4-(phenylmethyl)- 182 C14H14 000620-83-7 95
5 1H,2H,3H-Cyclopenta[a]naphthalen... 182 C14H14 001624-22-2 91

Abundance Scan 2025 (15.286 min): BG060664.D\data.ms (-2021) (+ | m/z 167.10 100.00%
167.1
5000 J\ M
91.1 L e e I
‘ ‘ 1500 15.50
ol \(‘”m‘nlﬂw ; h““2?9‘-2‘_”‘_‘”_m_‘wﬁ‘??a‘ m/z 182.10  69.28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #57017: 1,1'-Biphenyl, 2,3"-dimethyl-
167.0
5000 T 4
15.00 15.50
890 m/z 165.10  42.38%
0 \\\‘Ih\“\”‘l“f‘\l\‘\“‘\\\l\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #56997: 2,2'-Dimethylbiphenyl
167.0
—= —
15.00 15.50
5000 m/z 166.10  25.32%
890
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #57026: Benzene, 1-methyl-3-(phenylmethyl)- = ==
167.0 15.00 15.50
m/z 91.10 18.21%
5000
39.0 91.0
ABYYNTAUVIUNS 1 EN— )
mlz--> 50 100 150 200 250 300 350 400 450 15.00 15.50

8270-BGO31324.M Mon Mar 18 00:10:07 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 2,2'-Dimethylbiphenyl Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.438 5.60 ng 3494440  Acenaphthene-d10 14.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-Dimethylbiphenyl 182 C14H14 000605-39-0 97
2 Benzene, 1-methyl-4-(phenylmethyl)- 182 C14H14 000620-83-7 97
3 1,1'-Biphenyl, 2,4'-dimethyl- 182 C14H14 000611-61-0 94
4 Benzene, 1-methyl-2-(phenylmethyl)- 182 C14H14 000713-36-0 94
5 Benzene, 1-methyl-3-(phenylmethyl)- 182 C14H14 000620-47-3 94
Abundance Scan 2051 (15.438 min): BG060664.D\data.ms (-2047) (- | m/z 167.10 100.00%
167.1
5000 M
=
89.0 ‘ ‘ 15.50
ol 3Tl g )] 2233 2024 3805 505. ./, 185 19  68.69%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #57000: 2,2'-Dimethylbiphenyl
167.0
5000 N
15.50
m/z 165.10  41.93%
0 28.0 \11 1\510\ ‘\ ||
\\\‘\\\\‘\\f\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #57027: Benzene, 1-methyl-4-(phenylmethyl)-
167.0
——
15.50
5000 m/z 166.10  23.35%
440 1050
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #57016: 1,1'-Biphenyl, 2,4'-dimethyl- —T
167.0 15.50
m/z 152.05 16.29%
5000
89.0
mlz--> 50 100 150 200 250 300 350 400 450 500 15.50

8270-BGO31324.M Mon Mar 18 00:10:08 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 Tetradecane, 1l-chloro- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.709 3.20 ng 1996540  Acenaphthene-d10 14.951
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-chloro- 232 C14H29C1 002425-54-9 60
2 Dodecane 170 C12H26 000112-40-3 50
3 Tridecane 184 C13H28 000629-50-5 50
4 Undecane 156 C11H24 001120-21-4 50
5 Hexadecane 226 C16H34 000544-76-3 50
Abundance Scan 2097 (15.709 min): BG060664.D\data.ms (-2093) (- | m/z 57.10 100.00%
57.1
123.1
—— —
| 1.1 157 1 207.2 15.50 16.00
ol Wbl o JBT1 L L 2372 2840 s g5 ge.ssy
m/z--> 50 100 150 200 250
Abundance #113921: Tetradecane, 1-chloro-
57.0
91.0
5000 —— —
15.50 16.00
m/z 55.10 49.89%
27,0
0 \L\ ‘i“‘“\‘”!‘ \‘M ‘\13\‘3\0‘ \17\5\-0\ T \\23\2-\0‘ I —
m/z--> 50 100 150 200 250
Abundance #45481: Dodecane
57.0
—— —
15.50 16.00
5000 m/z 71.10 47.93%
210‘ 99.0 170.0
N O O A
miz—> 50 100 150 200 250
Abundance #59029: Tridecane — —
57.0 15.50 16.00
m/z 41.10 46.41%
> \mwijdevj\ﬁJ&/Wv\/\V
oL Ll (90 o weeo
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 12 Pentadecane, 2,6,10,14-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.596  22.79 ng 4295990  Phenanthrene-di10 17.706
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 76
3 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 72
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
Abundance Scan 2248 (16.596 min): BG060664.D\data.ms (-2245) (- | m/z 57.15 100.00%
57.1
5000 /\#\W’J\/\u/\/\/
‘ 113.2 16.50 |
’ 183.2 , :
- H ! ‘ | L S7F 23322680 3250 . 7120 60.97%
m/z--> 50 100 150 200 250 300
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 —
16.50
113.0 ITI/Z 43.20 53.02%
‘ ‘ 83.0
0+ “\ ‘\‘ T ‘\ ‘“‘ \H‘\ “‘ \“ \“\1%6‘.9 T \“\ ‘2’\]6\(? \25‘3\0\ LI
m/z--> 50 100 150 200 250 300
Abundance #22108: Octane, 3,6-dimethyl-
57.0
T \
16.50
5000 m/z 41.10 25.82%
113.0
0
m/z--> 50 100 150 200 250 300
Abundance  #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester e ‘
57.0 16.50
m/z 55.10 21.58%
5000
113.0
Ly 169.0
ol e —
miz--> 50 100 150 200 250 300 16.50

8270-BGO31324.M Mon Mar 18 00:10:10 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Heptadecane, 2,6,10,15-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

17.424 20.00 ng 3769750 Phenanthrene-d10 17.706

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83

2 Decane, 2-methyl- 156 C11H24 006975-98-0 74
3 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 72
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
Abundance Scan 2389 (17.424 min): BG060664.D\data.ms (-2385) (- | m/z 57.20 100.00%
57.2
5000 \/MJ\W
750
113.2 232.2 :
bl 1, 169:2 717 2886 3535 8225y, 7120 58.04%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 N
17.50
m/z 43.15 51.99%
113.0
b LI L1}, 183.0230.0296.0
\\\‘\\\\‘\\\\’\\\\’\\\1‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #33088: Decane, 2-methyl-
43.0
——
17.50
5000 m/z 85.20  33.38%
" 113.0
Y
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59078: Undecane, 2,10-dimethyl- T
43.0 17.50
m/z 41.10 29.60%
5000 MM
9.0
miz--> 50 100 150 200 250 300 350 400 450 500 17.50

8270-BGO31324.M Mon Mar 18 00:10:11 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 Octacosane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.494 11.78 ng 780393  Chrysene-di2 22.019
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 72
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 59
4 Decane, 3-methyl- 156 C1l1H24 013151-34-3 50
5 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 50

Abundance Scan 3422 (23.494 min): BG060664.D\data.ms (-3419) (- | m/z 57.10 100.00%
57.1

-

5000
127.2 L
LI 2112 2854 36644209 549 2350
O el e m/z 71.15  85.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #340844: Octacosane, 1-iodo-
57.0
5000

—
23.50
m/z 85.10 71.51%

127.0
0 J’ \1\‘ \J\JL \f“‘\ \\“\ \\1\87.\‘0\‘\ T ‘2\\8\1\‘0\ TTT ‘ \\3\9\3‘2 TT ‘ TTTT ‘ TTTT ‘\

I
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane

o) T
]
o

—
23.50

5000 m/z 43.10 67.63%
169.0
SETTVE U 1 I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193303: Dodecane, 1-iodo- T
57.0 23.50
m/z 99.15 32.43%
B \/\M/j\/\»/\/\,
155.
o WL B0 e v
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50

8270-BGO31324.M Mon Mar 18 00:10:12 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 15 Docosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.558 11.08 ng 733861  Chrysene-di2 22.019
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 94
2 Heneicosane 296 C21H44 000629-94-7 94
3 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 91
4 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3433 (23.558 min): BG060664.D\data.ms (-3429) (-
57.1

5000

113.1

0 L \]\\16?221922751 360.5 425.4477.
M LA s s MU

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

Abundance #212281: Docosane
57.0
5000
oL L0 1600 2250 3100
\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #194587: Heneicosane
57.0
5000
113.0
w ‘ 1] 6902250 296.0
o‘nw I ot

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

m/z 57.15 100.00%

%

23.50

m/z 71.15 67.43%

%

23.50

m/z 43.15 60.80%

%

23.50

m/z 85.10 51.01%

%

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

Abundance #340844: Octacosane, 1-iodo-
57.0 23.50
m/z 55.10 24.92%
5000 VWM
ol | \1\1\1690‘22502810337039\30
“H‘“H“‘H“‘H‘“H“‘H“‘H“‘H“‘H“‘H

T
23.50

8270-BGO31324.M Mon Mar 18 00:10:14 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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 16 Heptadecane, 2-methyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
25.491 7.61 ng 685180  Perylene-di2 25.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 90
2 Pentacosane 352 C25H52 000629-99-2 87
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 83
4 1,3-Propanediol, ethyl octadecyl... 356 C23H4802 1000406-35-4 83
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 78

Abundance Scan 3762 (25.491 min): BG060664.D\data.ms (-3757) (-~ | m/z 57.10 100.00%
57.1
5000 A\A/\/\W
113.2 ——
169.2 25.50
ol d g H L[ 21832671 3431 4022 . 7115 76.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141061: Heptadecane, 2-methyl-
57.0
5000 L
25.50
113.0 211.0 m/z 43.10 66.94%
0>r1\’r
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0
——
25.50
5000 m/z 85.10 62.18%
113.0
oLl il )1 1880 2250 2810 3520
b e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #261135: Hexadecane, 1-iodo- T
57.0 25.50
m/z 99.20 31.30%
5000
1F&0 1 225.0
ol d b L0 | w20 L
m/z--> 50 100 150 200 250 300 350 400 25.50

8270-BGO31324.M Mon Mar 18 00:10:15 2024
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG031524\
BGO60664.D

: 15 Mar 2024 14:27
: MA/JU
. P1771-03

: 6 Sample Multiplier: 1

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.M

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 17 .gamma.-Sitosterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
31.420 6.54 ng 588899  Perylene-d12 25.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 52
2 .beta.-Sitosterol 414 C29H500 000083-46-5 38
3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 30
4 17-(1,5-Dimethylhexyl)-10,13-dim... 382 C27H420 024116-50-5 30
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 25
Abundance Scan 4771 (31.420 min): BG060664.D\data.ms (-4760) (-~ | m/z 43.10 100.00%
431
105.1
5000
159.1213.3
——
31.50
oL m/z 105.10  53.16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 ——
414.0 31.50
‘ 161.0213.0  303.0 m/z 81.10  49.21%
0 ‘J“ | \”\ {;H“‘ﬂ iy
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310596: .beta.-Sitosterol
43.0
——
31.50
5000 m/z 55.20 44.31%
107.0 414.0
(11 i
o il
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh —
43.0 31.50
5.0 m/z 95.05 43.13%
B | MM\WW
0 ' S
mlz--> 50 100 150 200 250 300 350 400 450 500 31.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31524\
Data File : BGO60664.D

Acqg On : 15 Mar 2024 14:27
Operator : MA/JU

Sample : P1771-03

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG031324.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|
(S)-(+)-1,2-Pro... 3.893 27.9 ng 1084490 1 8.323 776053 20.0
Diethyl carbitol 9.087 4.7 ng 182312 1 8.323 776053 20.0
2-Propanol, 1-[... 11.637 72.2 ng 4182740 2 11.167 1158840 20.0
2-Propanol, 1-(... 11.696 78.4 ng 4544550 2 11.167 1158840 20.0
unknownl11.737 11.737 3.6 ng 208023 2 11.167 1158840 20.0
Cyclohexane, 1,... 12.483 3.7 ng 212986 2 11.167 1158840 20.0
unknown12.595 12.595 3.4 ng 193888 2 11.167 1158840 20.0
unknown14340 14.340 2.6 ng 1610380 3 14.951 12490300 20.0
1,1'-Biphenyl, ... 15.286 3.8 ng 2385310 3 14.951 12490300 20.0
2,2"'-Dimethylbi... 15.438 5.6 ng 3494440 3 14.951 12490300 20.0
Tetradecane, 1-... 15.709 3.2 ng 1996540 3 14.951 12490300 20.0
Pentadecane, 2,... 16.596 22.8 ng 4295990 4 17.706 3769750 20.0
Heptadecane, 2,... 17.424 20.0 ng 3769750 4 17.706 3769750 20.0
Octacosane, 1-i... 23.494 11.8 ng 780393 5 22.019 1324940 20.0
Docosane 23.558 11.1 ng 733861 5 22.019 1324940 20.0
Heptadecane, 2-... 25.491 7.6 ng 685180 6 25.574 1801900 20.0
.gamma.-Sitostero 31.420 6.5 ng 588899 6 25.574 1801900 20.0
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