LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92021\
Data File : BP0@7055.D

Acqg On : 20 Sep 2021 18:01
Operator : CG/JU

Sample : M3687-29

Misc :

ALS vial : 4 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-BP091621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@O7055.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.258 24 29 43 rVB 218816 352349 2.23% 0.400%
2 5.016 323 328 338 rBv 784139 1123485 7.13% 1.276%
3 5.481 400 407 420 rBV 4356446 6298581 39.95% 7.152%
4 7.075 670 678 694 rBV 4033103 6531179 41.42% 7.417%
5 7.905 812 819 827 rBV 1024122 1629660 10.34% 1.851%

6 9.069 1009 1017 1032 rBV 2490757 4178724 26.50%
7 10.487 1251 1258 1272 rBV 897143 1539119 9.76%
8 10.704 1287 1295 1303 rBV 1307598 2210464 14.02%
9 13.163 1706 1713 1729 rBV 6992770 10129596 64.25% 11.
10 14.534 1939 1946 1953 rBV 2011499 2933595 18.61%
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11 14.951 2009 2017 2031 rBV 269247 539668 3.42%
12 16.022 2192 2199 2211 rBV 5309264 7911177 50.18%
13 16.681 2307 2311 2322 rVB3 87859 158806 1.01%
14 17.280 2407 2413 2425 rVB 2411547 3527163 22.37%
15 17.951 2523 2527 2533 rBV 176135 215871 1.37%

O PO
=
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(]
B

16 18.175 2557 2565 2593 rBV 3243628 5498540 34.87% 6
17 19.286 2746 2754 2758 rBv4 218224 513822 3.26% ©.583%
18 19.398 2769 2773 2778 rBV 1878863 2549875 16.17% 2
19 19.516 2788 2793 2809 rVB 757123 2380393 15.10% 2
20 19.839 2842 2848 2853 rBV 13178885 15766746 100.00% 17.904%

21 20.616 2976 2980 2985 rBv4 147365 240292 1.52% ©
22 21.074 3054 3058 3065 rBV 820703 1060297 6.72% 1
23 21.363 3102 3107 3118 rBV 3358681 4329610 27.46% 4.917%
24 21.516 3130 3133 3138 rVB 183491 209638 1.33% ©
0

25 21.974 3208 3211 3220 rVB2 252477 416911 2.64% 473%
26 22.480 3294 3297 3303 rVB 296529 395197 2.51% 0.449%
27 22.621 3318 3321 3325 rVB 266354 358123 2.27% ©0.407%
28 23.039 3389 3392 3398 rVB 342471 507335 3.22% ©.576%
29 23.774 3511 3517 3531 rVB2 2147429 4556304 28.90% 5.174%

Sum of corrected areas: 88062520
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP@@7055.D

Acqg On : 20 Sep 2021 18:01
Operator : CG/JU

Sample : M3687-29

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP0O07055.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP@@7055.D

Acqg On : 20 Sep 2021 18:01
Operator : CG/JU

Sample : M3687-29

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 Heptane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.258 4.32 ng 352349 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 2-Bromononane 206 C9H19Br 002216-35-5 53
3 Oxalic acid, octyl propyl ester 244 C13H2404 1010309-26-1 50
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 50
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 47

Abundance  Scan 29 (3.258 min): BP0O07055.D\data.ms (-24) (-)
3.0

m/z 43.05 100.00%

o \\M\j\KJW\,~A¢MN«M
R
‘ d 2070 3.20 340 3.60
ol 13850 2070 2809 35514190 4983  m/z 71.10  65.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4464: Heptane
43.0
5000 LA LA L R I R B B
3.20 3.40 3.60
‘ m/z 57.05 60.95%
O‘\\I\“\\‘\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83299: 2-Bromononane
43.0
B R A e
3.20 340 3.60
5000 m/z 41.05 58.10%
127.0
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127930: Oxalic acid, octyl propyl ester R
43.0 3.20 340 3.60
m/z 56.10 33.21%
5000
H 157.0
R S SU—— e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60

8270E-BP091621.M Tue Sep 21 11:31:20 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP@@7055.D

Acqg On : 20 Sep 2021 18:01
Operator : CG/JU

Sample : M3687-29

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.016 13.79 ng 1123490 1,4-Dichlorobenzene-d4 7.905

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 328 (5.016 min): BP007055.D\data.ms (-323) (-) m/z 43.00 100.00%

43.0
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101-0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ 4.60 4.80 5.00 5.20 5.40
obrdd | 20712679 3421 4160 4888548. ./, o 05  63.21%
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 T TTTT

4.60 4.80 5.00 5.20 5.40
m/z 101.00 24.55%
101.0

O‘\\"JJ‘ \\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
T
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 17.87%
0 JJ‘ 12\6.0
et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate ERRRNEEEEE S
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.07%
5000
L R e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40

8270E-BP091621.M Tue Sep 21 11:31:20 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP@@7055.D

Acqg On : 20 Sep 2021 18:01
Operator : CG/JU

Sample : M3687-29

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.487 13.93 ng 1539120 Naphthalene-d8 10.704
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 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50

Abundance Scan 1258 (10.487 min): BPO07055.D\data.ms (-1251) (-  m/z 57.05 100.00%
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=

10.50

i LM1320 207.0 281.8 355.2413.2 477.9535.9

0"Hk“m‘HH‘HH‘H‘Wm‘mwmWm_m‘mw m/z 45.10 89.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
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1050
m/z 41.05 32.52%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
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1050
5000 m/z 75.00  21.19%

o
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- e
45.0 10.50

m/z 56.05 16.22%

o

5000

Om'J‘%lgoww

=
m/z--> 0 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\BP092021\
Data File : BP@@7055.D

Acqg On : 20 Sep 2021 18:01
Operator : CG/JU

Sample : M3687-29

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 Dodecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.951 3.68 ng 539668 Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Octanoic acid 144 C8H1602 000124-07-2 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2017 (14.951 min): BPO07055.D\data.ms (-2009) (-  m/z 73.00 100.00%
73.0

-

5000
1571
| m L 266.9 341.0 410.9 489.1549. 1500
0t hq‘muﬁ““u‘,“w‘u R R R RAASasasmad m/z 60.00 88.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75716: Dodecanoic acid
60.0
5000 129.0 15.00
m/z 43.10 57.09%
Wl
O‘\\‘\T‘H \“\‘I‘\]\\H‘\‘\\\\}\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60689: Undecanoic acid
60.0
—
15.00
5000 ITI/Z 55.10 52.72%
129.0
0\'M|m'\18m0,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid 7
73.0 15.00
m/z 41.05 50.65%
B T i—%
bl | =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP@@7055.D

Acqg On : 20 Sep 2021 18:01
Operator : CG/JU

Sample : M3687-29

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.175 31.18 ng 5498540  Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 2565 (18.175 min): BPO07055.D\data.ms (-2557) (-  m/z 73.00 100.00%

3

5000
213.2
— =
“H \ ‘ b 18.00 18.50
-t Uw'm L il 842 8550 428948915491 /7 60.00  83.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T T
18.00 18.50
u 213.0 m/z 43.10 73.08%
O‘\\\\IH \L‘"\L“}\HL\\!\\“\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
= —
18.00 18.50
5000 m/z 57.10 66.10%
199.0
tsollilissn |
m/z--> 0 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 63.81%
5000
171.0
oLl I —
m/z--> 0 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\BP092021\
Data File : BP@@7055.D

Acqg On : 20 Sep 2021 18:01
Operator : CG/JU

Sample : M3687-29

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 cis-Vaccenic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.286 2.91 ng 513822  Phenanthrene-d10 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
2 Oleic Acid 282 C18H3402 000112-80-1 99
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 97
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 95
5 9-Octadecenoic acid 282 C18H3402 002027-47-6 87

Abundance Scan 2754 (19.286 min): BP007055.D\data.ms (-2746) (-~ m/z 55.10 100.00%

55.1
5000
— —
207.0 81.0 19.00 19.50
- '!'“:“'\“'w* i 2BE0 3551 4200 8223 /. 415  60.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid
53.0
5000 —— —
19.00 19.50
m/z 69.10 60.28%
H ’ 264.0
O‘\\\IT ’Ji\‘“w \l\‘nl‘\u{AV{\‘.O;\f‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176205: Oleic Acid
41.0
5 —
19.00 19.50
5000 m/z 83.05  54.50%
264.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176229: trans-13-Octadecenoic acid =T —
55.0 19.00 19.50
m/z 43.10 51.05%
5000
”‘} 264.0
0‘H¢U$JN"M%fu“_‘u"H“H‘w“u“u‘_“w“u“ — —
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\BP092021\
Data File : BP@@7055.D

Acqg On : 20 Sep 2021 18:01
Operator : CG/JU

Sample : M3687-29

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.398 11.78 ng 2549880 Chrysene-d12 21.363
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2773 (19.398 min): BPO07055.D\data.ms (-2769) (-  m/z 73.00 100.00%

3

5000

%

185.1

I
\‘ \ 2843 19.00 19.50
yrom mm LLsssaazaarsy sa0. 0 4340 gal13y

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0

5000 = —
19.00 19.50

m/z 60.00  83.56%

185.0 284.0
O‘\\"\U" ‘!\[l%IH\\“\I\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 77 .44%

o

OLSL’ mm “$P:TTD

m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid - —
73.0 19.00 19.50

m/z 55.10 70.48%

5000
L 228.0
A\ ) HAl \ :

O e A A e o g b e = :
miz—> 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\BP092021\
Data File : BP@@7055.D

Acqg On : 20 Sep 2021 18:01
Operator : CG/JU

Sample : M3687-29

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 Diethylene glycol dibenzoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.516 11.00 ng 2380390 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 80
2 2,5,8,11-Tetraoxatridecan-13-yl ... 312 C16H2406 1000366-96-7 78
3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
4 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 72
5 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64

Abundance Scan 2793 (19.516 min): BPO07055.D\data.ms (-2788) (- m/z 105.00 100.00%
1

05.0
5000
T [
| 19.50
o A20 L R790  283.0342.9 4161 490.0549. 17 149.00  88.04%
mjz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216953: Diethylene glycol dibenzoate
105.0
5000 — ‘
19.50
‘ m/z 77.00  39.05%
27.0 179.0
O‘\\\\"\\l\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #214014: 2,5,8,11-Tetraoxatridecan-13-yl benzoate

-

149.0
T [
59.0 19.50
5000 m/z 150.00 9.32%
obidhihd o 20902670
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #157734: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate = ‘
105.0 19.50

m/z 51.00 8.22%
5000

45.

N

ok J“ Wl 179.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP@@7055.D

Acqg On : 20 Sep 2021 18:01
Operator : CG/JU

Sample : M3687-29

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 Pentadecafluorooctanoic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.074 4.90 ng 1060300 Chrysene-d12 21.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 93
3 Cyclotetracosane 336 C24H48 000297-03-0 93
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91

Abundance Scan 3058 (21.074 min): BPO07055.D\data.ms (-3054) (- m/z 57.10 100.00%

57.1
5000
L
‘ h} * 207.0 282 1 357.0430.0  549.1 21.00
O‘H‘_H‘_H!_H‘ﬁu"H“H“H‘_H‘_H‘_H‘_H‘_H‘_ m/z 43.10 74.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — ‘
21.00
m/z 83.10 70.67%
Ol‘fllfg l\‘H\‘H‘ZHS‘\Z\.\OH‘H\:\3‘6\19\.\0‘\H\‘\\\\‘\\\\‘\\\\‘\?ﬂ‘g\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #126383: 1-Decanol, 2-hexyl-
57.0
L
21.00
5000 ITI/Z 55.10 70.24%
J *% 224.0
o‘H‘\p”J"HU_H“m_HwH‘wHH_HWH_WWWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #244233: Cyclotetracosane 7 ‘
83.0 21.00
m/z 97.05 62.98%
5000 336.0
j[ ? 0 265.0
O R A L B N A Re RS R A EEREECRES o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP@@7055.D

Acqg On : 20 Sep 2021 18:01
Operator : CG/JU

Sample : M3687-29

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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 Hexatriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.039 2.23 ng 507335 Perylene-di2 23.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 91
5 Docosane, 11-decyl- 451 C32H66 055401-55-3 91

Abundance Scan 3392 (23.039 min): BPO07055.D\data.ms (-3389) (-  m/z 57.10 100.00%
57.1

> JJLV
23.00 |
i .
2520
0k ‘ ““ L L F‘ LARLOESED  39514151477.15352 by 71.10 75.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #339054: Hexatriacontane
57.0
5000 T T \
23.00
m/z 43.10 58.04%
7.0
O \J\ 1‘ ‘ T . }“ \f\l\ J ‘1\‘\\ \\\H 4 \‘\ ‘\2‘92\(\)‘ \3\3\7\‘(\)\ \4.\()‘?\(\)\ ‘ TT 50‘6\\0\\ ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
—— ‘
23.00
5000 ITI/Z 85.10 56.90%
127
0 L1878 2370 en0_se70
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane —
57.0 23.00
m/z 55.10 21.52%
. J\/\Wvd/tw\/
127.
LIPS 2970 3380
0+t S S e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092021\
Data File : BP0@7055.D

Acqg On : 20 Sep 2021 18:01
Operator : CG/JU

Sample : M3687-29

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.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|
Heptane 3.258 4.3 ng 352349 1 7.905 1629660 20.0
2-Pentanone, 4-... 5.016 13.8 ng 1123490 1 7.905 1629660 20.0
Ethanol, 2-(2-b... 10.487 13.9 ng 1539120 2 10.704 2210460 20.0
Dodecanoic acid 14.951 3.7 ng 539668 3 14.534 2933600 20.0
n-Hexadecanoic ... 18.175 31.2 ng 5498540 4 17.281 3527160 20.0
cis-Vaccenic acid 19.286 2.9 ng 513822 4 17.281 3527160 20.0
Octadecanoic acid 19.398 11.8 ng 2549880 5 21.363 4329610 20.0
Diethylene glyc... 19.516 11.0 ng 2380390 5 21.363 4329610 20.0
Pentadecafluoro... 21.074 4.9 ng 1060300 5 21.363 4329610 20.0
Hexatriacontane 23.039 2.2 ng 507335 6 23.774 4556300 20.0
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