LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92421\
Data File : BP0@7164.D

Acqg On : 24 Sep 2021 18:15
Operator : CG/JU

Sample : M3775-04

Misc :

ALS vial : 5 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_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@O7164.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.999 319 325 333 rBV 313097 443491 4.77% 0.714%
2 5.464 397 404 415 rBV 2983031 4321257 46.50% 6.960%
3 7.058 667 675 693 rBV 2903387 4628002 49.80% 7.454%
4 7.887 805 816 823 rBV 911597 1402582 15.09% 2.259%
5 9.046 1004 1013 1022 rBV 1720353 2897992 31.18% 4.668%

6 10.469 1248 1255 1266 rBV 152360 292798 3.15% o
7 10.687 1283 1292 1302 rBV 1176193 1993902 21.45%  3.212%
8 11.034 1345 1351 1366 rBV 104523 322893 3.47% ©
9 13.146 1703 1710 1719 rBV 4631225 6786470 73.02% 10.931%
10 14.387 1902 1921 1926 rBV 344098 1048338 11.28%

=
(o))
(o]
o)
IS

11 14.440 1926 1930 1938 rVW 662834 1185092 12.75%
12 14.516 1938 1943 1962 rVB 1809782 2828710 30.44%
13 14.934 2009 2014 2026 rVB 97509 160488 1.73%
14 16.010 2190 2197 2210 rVB 4035324 5808087 62.50%
15 16.928 2347 2353 2368 rBV 511682 971470 10.45%

PO E bR
N
vl
IS
xR

16 17.269 2405 2411 2416 rBV 2265731 3175696 34.17%
17 18.163 2557 2563 2585 rBV 2332798 3431454 36.92%
18 18.886 2682 2686 2701 rBV 341205 653799  7.03%
19 19.275 2749 2752 2760 rVB 122230 171449 1.84%
20 19.392 2767 2772 2783 rBV 1253182 1728417 18.60%

NO® R VWU
[
U1
w
R

21 19.828 2841 2846 2851 rBV 7770091 9293648 100.00% 14.969%
22 20.416 2943 2946 2949 rBV 136988 178196  1.92%
23 21.063 3052 3056 3063 rBV2 539264 690288  7.43%
24 21.351 3100 3105 3110 rBV 2795854 3643949 39.21%
25 23.763 3509 3515 3536 rVB2 1912906 4027316 43.33%

(o) NV B i o)
Ay
=
N
R

Sum of corrected areas: 62085784
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7164.D

Acqg On : 24 Sep 2021 18:15
Operator : CG/JU

Sample : M3775-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance .
8000000 TIC: BP0O07164.D\data.ms

7000000
6000000
5000000
4000000
3000000 5.464 7.058

2000000 9.046

10.687

1000000 7.887
4.999 10.469| 11.034

0\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘T\\\‘/\\\\\‘\\\

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP007164.D\data.
8000000 atams 19.828

7000000
6000000

5000000 13.146

16.010
4000000

3000000
17.269 18.163

2000000 14.516
19.392
1000000 14.440
16.928 18.88 :JE,\_J 20.41
14. 14.934 %02
I I

D B e e e B R L B s e e e SN
Time-> 1200 1250 13.00 1350 1400 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance .
8000000 TIC: BP0O07164.D\data.ms

7000000
6000000
5000000
4000000 21351
3000000 23.763

2000000
21.063

1000000

0 L ‘ L ‘ L ‘ L ‘ L ’ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7164.D

Acqg On : 24 Sep 2021 18:15
Operator : CG/JU

Sample : M3775-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.999 6.32 ng 443491  1,4-Dichlorobenzene-d4 7.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1,2-Butanediol 90 C4H1e02 000584-03-2 17
5 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 17

Abundance Scan 325 (4.999 min): BP007164.D\data.ms (-319) (-) m/z 43.00 100.00%

43.0
5000
101.0

J ‘ 4.60 4.80 5.00 5.20 5.40
L

192.8 266.9 356.0415.0 487.1545..

Ol P88 2000 59004100 A0l m/z 58.95  68.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T T[T T T[T T T[T TTT T

4.60 4.80 5.00 5.20 5.40
m/z 101.00 27.03%
101.0

‘\‘ H‘\’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #296: Guanidine

w iy
e
o

4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 17.63%

1B
P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester PTTTTTI T YT
59.0 4.60 4.80 5.00 5.20 5.40

m/z 41.00 8.60%

N

5000

-

126.0

:

m/z-->

0

50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7164.D

Acqg On : 24 Sep 2021 18:15
Operator : CG/JU

Sample : M3775-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.469 2.94 ng 292798 Naphthalene-d8 10.687
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-butoxyethoxy)et... 206 C10H2204 000143-22-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 68
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 52
Abundance Scan 1255 (10.469 min): BPO07164.D\data.ms (-1248) (-  m/z 57.05 100.00%
57.0
5000 MJ\MMNVWM
—
“\1320 . 10.50
ol b LLIPET  220.9277.8335.4 40084589 543.5 /7 45.05  88.04%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
’ m/z 41.05 31.85%
\\‘IW“¥‘J>l;|"\‘\Lf}?\z\.‘o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
——
10.50
5000 m/z 75.00 18.33%
Ul
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81995: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- P
45.0 10.50
m/z 56.05 16.21%
h M
119801600 )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7164.D

Acqg On : 24 Sep 2021 18:15
Operator : CG/JU

Sample : M3775-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Triethylene glycol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.034 3.24 ng 322893 Naphthalene-d8 10.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triethylene glycol 150 C6H1404 000112-27-6 90
2 Tetraethylene glycol 194 C8H1805 000112-60-7 64
3 Hexaethylene glycol 282 C12H2607 002615-15-8 50
4 Acetaldehyde, tetramer 176 C8H1604 000108-62-3 42
5 Isopropyl Alcohol 60 C3H80 000067-63-0 40

Abundance Scan 1351 (11.034 min): BPO07164.D\data.ms (-1345) (-  m/z 45.05 100.00%

45.0
5000
1 [
} thO 11.00
Ol dih LT 2069 2810 3887 4624 543.L ./, g9.00  17.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27985: Triethylene glycol
43.0
5000 T
11.00
m/z 58.00 14.66%
‘\\J‘\J\‘}\\‘\‘\]_‘]\-‘\g\.\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69770: Tetraethylene glycol
45.0
T \
11.00
5000 ITI/Z 75.00 10.14%
133.0
S T s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175222: Hexaethylene glycol e ‘
45.0 11.00
m/z 44.00 8.11%
o W
133.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7164.D

Acqg On : 24 Sep 2021 18:15
Operator : CG/JU

Sample : M3775-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 D-Allose Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.387 7.41 ng 1048340  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Allose 180 C6H1206 002595-97-3 90
2 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005 000498-07-7 90
3 3,4-Altrosan 162 C6H1005 1000129-76-4 86
4 Rhamnose 164 C6H1205 003615-41-6 50
5 Heptanoic acid 130 C7H1402 000111-14-8 50

Abundance Scan 1921 (14.387 min): BP007164.D\data.ms (-1902) (- m/z 60.00 100.00%

60.0
5000
= 7
‘ ‘ 126.0 14.00 14.50
ol AL 1260 2070 28093409 4328 8131 ./, s57.00  44.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55180: D-Allose
60.0
5000 i —
14.00 14.50
m/z 73.00 31.73%
144.0
\\“h[ I\M\‘!“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38156: .beta.-D-Glucopyranose, 1,6-anhydro-
60.0
— 7
14.00 14.50
5000 ITI/Z 43.00 18.41%
s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38142: 3,4-Altrosan — ——
60.0 14.00 14.50
m/z 42.00 16.24%
- wawwﬂl/jAkaﬁwwu%d
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP092121.M Mon Sep 27 03:36:38 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7164.D

Acqg On : 24 Sep 2021 18:15
Operator : CG/JU

Sample : M3775-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Tetraethylene glycol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.440 8.38 ng 1185090  Acenaphthene-d10 14.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetraethylene glycol 194 C8H1805 000112-60-7 90
2 Pentaethylene glycol 238 C10H2206 004792-15-8 83
3 Hexaethylene glycol 282 C12H2607 002615-15-8 78
4 3,6,9,12-Tetraoxatetradecan-1-ol 222 C10H2205 005650-20-4 78
5 Triethylene glycol 150 C6H1404 000112-27-6 74

Abundance Scan 1930 (14.440 min): BPO07164.D\data.ms (-1926) (-  m/z 45.05 100.00%

45.0
5000
=
1191 14.50
obr k(11911788 26693266 397.4  487.3546¢ 1/, g9 05  28.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69769: Tetraethylene glycol
45.0
5000
1450
m/z 86 9.99%
‘\H\M\‘\\“\|\:L‘]\-\9\(\)’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #120148: Pentaethylene glycol
45.0
1450
1330
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175222: Hexaethylene glyco
45.0 1450
8.96%
5000
133.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14 50

8270E-BP092121.M Mon Sep 27 03:36:38 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7164.D

Acqg On : 24 Sep 2021 18:15
Operator : CG/JU

Sample : M3775-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Pentaethylene glycol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.928 6.12 ng 971470  Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentaethylene glycol 238 C10H2206 004792-15-8 91
2 Hexaethylene glycol 282 C12H2607 002615-15-8 86
3 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 83
4 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 78
5 3,6,9,12-Tetraoxatetradecan-1-o0l 222 C10H2205 005650-20-4 78

Abundance Scan 2353 (16.928 min): BP007164.D\data.ms (-2347) (-  m/z 45.05 100.00%

45.0
5000
=
‘ 133.0 17.00
o bl 7T R 1952 2819 3559415.0475.15348 47 89.10  36.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #120148: Pentaethylene glycol
45.0
5000 T T
17.00
m/z 87.00 13.42%
133.0
‘\‘\“\‘\J‘I\\‘“\‘i‘“\‘\\‘\‘\\lgs‘.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175222: Hexaethylene glyco
45.0
—r=
17.00
5000 ITI/Z 44.05 9.62%
133.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #328203: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethox o
45.0 17.00
m/z 43.05 9.24%
5000
133.0
Ll ) 122102830 3710
et e e e T T T e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7164.D

Acqg On : 24 Sep 2021 18:15
Operator : CG/JU

Sample : M3775-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.163 21.61 ng 3431450  Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2563 (18.163 min): BP007164.D\data.ms (-2557) (-  m/z 73.00 100.00%

73.0
5000
213.2
— =
HH‘ \H \ b 18.00 18.50
o H\Hﬂw || 283.0 356.1415.0474.95316 /7 6@.00 81.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 1290 T T T T T T
18.00 18.50
213.0 m/z 43.05 70.87%
\\\“ m’“h‘mTwlll‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
== —
18.00 18.50
5000 m/z 57.10 63.96%
L 228.0
143.0 \
Hm“"' o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid — =
73.0 18.00 18.50
m/z 55.05 62.84%
5000
171.0
“ }Hm“' —_— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7164.D

Acqg On : 24 Sep 2021 18:15
Operator : CG/JU

Sample : M3775-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Hexaethylene glycol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.886 4.12 ng 653799  Phenanthrene-die 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 91
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 90
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 83
4 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 83
5 Heptaethylene glycol 326 C14H3008 005617-32-3 83

Abundance Scan 2686 (18.886 min): BP007164.D\data.ms (-2682) (-  m/z 45.05 100.00%

45.0
5000
— —
1 133.0 ‘ 18.50 19.00
obrerkbad il 2970 281.0341.0404.1 4769 549. 1/, g89.05  40.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175222: Hexaethylene glycol
43.0
5000 \

T \
18.50 19.00
m/z 87.00 13.65%

133.0
Ih ] ] - 195.0

‘HII‘HH[Hr‘\[\\H’\H\’H\\‘HH‘HH‘HH‘\\H‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #278601: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0

N

“ ‘ ‘
18.50 19.00
5000 m/z 43.00 10.00%

133.0
il Hu \‘ 207.0 283.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e

-

— —
18.50 19.00

45.0
m/z 44.00 9.64%
5000
133.0
Ny \ L “ 207.0265.0 327.0
RN e e e e AENREREsEEEEEEEaEe — T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7164.D

Acqg On : 24 Sep 2021 18:15
Operator : CG/JU

Sample : M3775-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.392 9.49 ng 1728420 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2772 (19.392 min): BPO07164.D\data.ms (-2767) (- m/z 73.00 100.00%

3

5

5000
241.2
‘ } | 171{ ‘ ! 19.00 19.50
0l “‘M dadhloll, 10936934311 548 ., g9 00  81.41%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — S
1850 19.00 19.50

m/z 43.05 80.17%

MMH ||

‘\\\1"\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid

73.0

-

19.00 19.50
5000 m/z 57.10  75.21%

199.0

LStL ‘ HHN 1390 ||

m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — I

73.0 19.00 19.50

m/z 55.10 70.45%

-

5000

A\ MM&LI. \.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092421\
Data File : BP0@7164.D

Acqg On : 24 Sep 2021 18:15
Operator : CG/JU

Sample : M3775-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 1-Octadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.063 3.79 ng 690288 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 94
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 93

Abundance Scan 3056 (21.063 min): BP007164.D\data.ms (-3052) (-  m/z 57.10 100.00%
57.1

1p5.1 T 1
1 t 2070 283, 0 356.1 426.1485.0546 2199
O‘H‘pu‘wﬂﬂﬂw‘m‘ﬂ“‘ ARG ERNEEESERUEEELS m/z 83.10 85.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138521: 1-Octadecene
57.0
5000 — :
21.00
% m/z 55.10  83.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0
LN \
21.00
5000 ITI/Z 43.10 77 .87%
125.0
. o0 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecy! heptafluorobutyrate P ‘
57.0 21.00
m/z 97.10 76.82%
5000
5.0
‘ ﬁ 238.0
B R E U O N A — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92421\
Data File : BP0O7164.D

Acqg On : 24 Sep 2021 18:15
Operator : CG/JU

Sample : M3775-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©92121.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-Pentanone, 4-... 4.999 6.3 ng 443491 1 7.887 1402580 20.0
Ethanol, 2-(2-b... 10.469 2.9 ng 292798 2 10.687 1993900 20.0
Triethylene glycol 11.034 3.2 ng 322893 2 10.687 1993900 20.0
D-Allose 14.387 7.4 ng 1048340 3 14.516 2828710 20.0
Tetraethylene g... 14.440 8.4 ng 1185090 3 14.516 2828710 20.0
Pentaethylene g... 16.928 6.1 ng 971470 4 17.269 3175700 20.0
n-Hexadecanoic ... 18.163 21.6 ng 3431450 4 17.269 3175700 20.0
Hexaethylene gl... 18.886 4.1 ng 653799 4 17.269 3175700 20.0
Octadecanoic acid 19.392 9.5 ng 1728420 5 21.351 3643950 20.0
1-Octadecene 21.063 3.8 ng 690288 5 21.351 3643950 20.0
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