LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0O@6533.D

Acqg On i 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

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-BP080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6533.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.905 304 309 317 rVB 820731 1096773 15.96% 1.548%
2 5.358 380 386 392 rBV 2434314 3390683 49.33% 4.786%
3 5.969 485 490 497 rVB 156976 226834  3.30% 0.320%
4 6.934 647 654 667 rVB 2375407 3676844 53.49% 5.190%
5 7.752 787 793 802 rVB 816616 1270402 18.48% 1.793%

6 8.910 982 990 997 rBV 1493906 2353330 34.24%
7 10.328 1225 1231 1240 rBV 186726 302582  4.40%
8 10.540 1260 1267 1273 rVB 1082245 1788068 26.01%
9 13.010 1680 1687 1694 rBV 3146612 4631940 67.39%
10 14.257 1894 1899 1912 rVV2 83948 196354  2.86%
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11 14.386 1914 1921 1928 rVB 1519731 2273349 33.07%
12 14.816 1987 1994 1997 rBV4 52784 lei1iel 1.47%
13 14.957 2014 2018 2025 rVB2 40508 71247 1.04%
14 15.651 2125 2136 2144 rVB 148292 480634  6.99%
15 15.875 2168 2174 2183 rVB 2641669 3811414 55.45%

UTOOO W
=
(]
fary
R

16 16.180 2221 2226 2235 rVB4 77406 160361 2.33%
17 16.533 2281 2286 2297 rVB4 187734 440161 6.40%
18 17.133 2383 2388 2394 rBV 1867866 2635705 38.35%
19 18.045 2538 2543 2552 rBV 2098625 3003481 43.70%
20 18.310 2583 2588 2591 rBV 337422 508832  7.40%
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21 18.351 2591 2595 2605 rVB 581105 901753 13.12%
22 19.157 2725 2732 2748 rVB4 513328 2279965 33.17%
23 19.280 2749 2753 2768 rVB 885546 1380979 20.09%
24 19.504 2788 2791 2795 rBV 100243 112157 1.63%
25 19.710 2821 2826 2831 rBV 5748160 6873387 100.00%
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26 19.998 2871 2875 2878 rVB2 117544 149378 2.17%
27 20.586 2967 2975 2986 rBV 1120281 2962673 43.10%
28 20.710 2988 2996 3008 rVV 1842649 4341768 63.17%
29 20.898 3022 3028 3036 rBV5 736793 1952724 28.41%
30 20.957 3036 3038 3046 rVB 562329 676132  9.84%
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31 21.233 3080 3085 3089 rBV 2404433 3011652 43.82%
32 21.580 3138 3144 3151 rBV 1138139 2233134 32.49%
33 22.768 3340 3346 3357 rVB3 772669 2541902 36.98%
34 23.457 3453 3463 3474 rVV3 1802865 6102020 88.78%
35 23.562 3475 3481 3488 rVB2 1495318 2902124 42.22%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0O@6533.D

Acqg On i 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

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-BP080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 70841843
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP006533.D\data.ms
6000000

5000000
4000000
3000000

5.358 6.934

2000000
8.910

10.540

1000000 4.905 7.752

5.969 10.32
A A

0 \\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BP006533.D\data.ms
6000000 19.y10

5000000
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13.010

3000000

2000000

1000000

141857 15,651 16.180533
B B e = =

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP006533.D\data.ms
6000000

5000000

4000000

21.233

3000000
2000000
.5

1000000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ 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\BP080621\
Data File : BP@©6533.D

Acqg On : 06 Aug 2021 11:30

Operator : CG/JU

Sample : M3271-04

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
: 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 7

R.T. EstConc Area Relative to ISTD R.T.

4.905 17.27 ng 1096770 1,4-Dichlorobenzene-d4 7.752

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 CeH140 000628-81-9 9
Abundance Scan 309 (4.905 min): BP006533.D\data.ms (-304) (-) m/z 43.00 100.00%
43.0

5000
101.0

4.60 4.80 5.00 5.20

193.9 294.9355.1 436.1 502.9 63.47%

O hphoi ST EEEYR TR YA m/z 58.95
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T[T T[T T T T [TTTT]
4.60 4.80 5.00 5.20
m/z 101.00 23.20%
101.0
O‘\J\“f‘%[l \\‘\J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R RRman L RABRREREEES
4.60 4.80 5.00 5.20
5000 m/z 58.00 16.07%
o_‘““““‘ ,‘““““‘

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

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.54%
5000
|| 1260
L R S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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-methoxy-4-me... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.969 3.57 ng 226834 1,4-Dichlorobenzene-d4 7.752

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 64
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 47
3 4-Acetoxytridecane 242 C15H3002 060826-30-4 23
4 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 10
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 10

Abundance Scan 490 (5.969 min): BP006533.D\data.ms (-485) (-)
73.0

m/z 73.00 100.00%

>

5000
T e e ey
5.60 5.80 6.00 6.20
Ol bk 1133.9 208.8 2809 356.9 4609 5491 ./, 43.00  76.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
43.0
5000 L L N B LN R B
5.60 5.80 6.00 6.20
m/z 115.05 11.50%
115.0
O‘\‘\n\u‘l\\\\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9027: N-.alpha.-Acetylglycinamide
73.0
S e
5.60 5.80 6.00 6.20
5000 m/z 41.00 9.86%
5.
O S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126197: 4-Acetoxytridecane e ARmEES S
43.0 5.60 5.80 6.00 6.20
m/z 42.00 6.41%
o MMMAWWWW
115.0
HH 1820
e o e C
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 16
R.T. EstConc Area Relative to ISTD R.T.
10.328 3.38 ng 302582 Naphthalene-d8 10.540
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 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 53
4 Hexaethylene glycol monododecyl ... 450 C24H5007 003055-96-7 50
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 50

Abundance Scan 1231 (10.328 min): BP006533.D\data.ms (-1225) (-  m/z 57.05 100.00%
57.0

= T
l ’ ‘ 1301 10.00 10.50
ol LALL1321193.9 2669327.1384.9 469.2 544% ./, 45,09  93.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — S
10.00 10.50
& m/z 41.00 36.21%
O‘\J”\|\‘!‘J\h\“"\‘u{t]\.éﬁ'?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-
57.0
— —
10.00 10.50
5000 ITI/Z 75.00 21.47%
o k20
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #25441: Propanoic acid, 2-hydroxy-, 2-methylpropyl ester o= .
45.0 10.00 10.50

m/z 55.95 16.24%

5000

=

OH“AO&O

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 L-Proline, 5-oxo-, methyl e... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.651 4.23 ng 480634  Acenaphthene-d10 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 L-Proline, 5-oxo-, methyl ester 143 C6HINO3 004931-66-2 64
2 DL-Proline, 5-oxo-, methyl ester 143 C6HINO3 054571-66-3 64
3 4-Methyleneproline 127 C6HINO2 1000131-14-7 64
4 L-Pyroglutamic acid 129 C5H7NO3 000098-79-3 56
5 4-Methylproline 129 C6H11NO2 1000131-14-6 50

Abundance Scan 2136 (15.651 min): BP006533.D\data.ms (-2125) (- m/z 84.00 100.00%

84.0
5000
—r— ==
| ) 15.50 16.00
Ol oAy, 104.0 23492986 4007 47555430 4,7 41 00 23.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23295: L-Proline, 5-oxo-, methyl ester
84.0
5000 — e
15.50 16.00
m/z 56.00 16.90%
143.0
01_59“1“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23298: DL-Proline, 5-oxo-, methyl ester
84.0
—r —
15.50 16.00
5000 ITI/Z 44 .00 10.27%

3

5. ‘ 143.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13473: 4-Methyleneproline T T
84.0 15.50 16.00
m/z 85.00 4.53%
- m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.533 3.34 ng 440161  Phenanthrene-d10 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 81
2 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 58
3 Benzaldehyde, -2-ethoxy-5-methoxy 180 C10H1203 039206-04-7 41
4 1-Hydroxy-1-(4-methoxyphenyl)pro... 1890 C10H1203 015482-29-8 41
5 9-Ethoxy-10-oxatricyclo[7.2.1.0(... 224 C13H2003 1000187-02-8 38

Abundance Scan 2286 (16.533 min): BP006533.D\data.ms (-2281) (-  m/z 137.00 100.00%
137.0

5000 77,

-

16.50
ol 08.1 284.1341.8401.2 475.1535.0 m/z 124.00 61.90%

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

Abundance #54491: (E)-4- (3 Hydroxyprop-1-en-1-yl)-2-methoxyphen:
137.

%

5000
16.50
‘ m/z 91.00 51.92%
O \‘\f‘\”‘m\‘\l\\w\\f‘lm\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxypheno
137.0
T I
16.50
5000 ITI/Z 180.00 49.,70%
77.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54344: Benzaldehyde,-2-ethoxy-5-methoxy —— :
137.0 16.50
m/z 77.00 38.71%
5000
53.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.045 22.79 ng 3003480 Phenanthrene-d10 17.133
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2543 (18.045 min): BP006533.D\data.ms (-2538) (-  m/z 73.00 100.00%

73.0
5000
UL \
a5 | et
Ol el HHM,W\\m2‘5‘1‘93‘4‘2‘94099”_499‘-9?“‘?; m/z 60.00 78.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR T
18.00
213.0 m/z 43.05 74.28%
O‘\\\\‘H m‘"\““y‘\!‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
T T \
18.00
5000 ITI/Z 41.05 59.96%
‘ 143.0 242.0
o Ll .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92070: Tridecanoic acid T
73.0 18.00
m/z 57.10 59.54%
5000
171.0
015‘L\ ““'H\‘,M\ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 trans-Sinapaldehyde Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.310 3.86 ng 508832  Phenanthrene-d10 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapaldehyde 208 C11H1204 004206-58-0 95
2 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 94
3 Butan-1-one, 1-(3,4-dimethoxyphe... 208 C12H1603 054419-21-5 62
4 Acetic acid, (5-formyl-2-methoxy... 208 C11H1204 099865-67-5 55
5 Imidazo[5,4-e][1,4]diazepine-4,7... 208 C9H12N402 144105-22-6 49

Abundance Scan 2588 (18.310 min): BP006533.D\data.ms (-2583) (- m/z 208.05 100.00%

208.1
137.0
5000
77.0
T T
““ ‘1‘| H 18.00 18.50
0 ‘JA”mHWJWHMHUH‘w??%}ugﬁfg‘_4§?9‘w‘§4% m/z 165.00  58.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84448: trans-Sinapaldehyde
208.0
5000 = e
137.0, 18.00 18.50
77.0 m/z 137.00 55.80%
O\\A\“‘f“h“"m“wM\h\"i‘\“\”\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
o e
18.00 18.50
5000 ITI/Z 77 .00 36.21%
65.0 137.0 ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84782: Butan-1-one, 1-(3,4-dimethoxyphenyl)- — —
165.0 18.00 18.50
m/z 180.00 35.23%
5000
79.0
) ST O R — e s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BPO80321.M Mon Aug 09 13:15:39 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 trans-Sinapyl alcohol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.351 6.84 ng 901753  Phenanthrene-d10 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 96
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 93
3 Syringylacetone 210 C11H1404 019037-58-2 45
4 4-Ethyl-2,6-dimethoxyphenol 182 C10H1403 014059-92-8 35
5 5-Methyl-2-(pyridin-4-y1)-1,3-be... 210 C13H1@N20 091822-49-0 30

Abundance Scan 2595 (18.351 min): BP006533.D\data.ms (-2591) (-  m/z 167.05 100.00%
167.1

5000

:

77.0
il nie e o1e10 g
Ol bbdbbhi 4L, 3312 205.1356.1415.9474.9 B4O. ;516 16 78.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0
5000 P P
14 18.00 18.50
77.0 H m/z 154.00  40.14%
O%!”““‘Ji“l“m"m'lh”A \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcoho
210.0
— —r5
18.00 18.50
5000 77.0 m/z 77.00 39.66%

L5¢Pm’”\}HHJMM T

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

Abundance #86874: Syringylacetone
167.0 18.00 18.50

m/z 149.00  39.47%

-

5000

43‘0106P ‘
0 e e e e e e e e
miz--> 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\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.157 17.30 ng 2279970  Phenanthrene-die 17.133
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 95
2 Fluoranthene 202 CléH1e 000206-44-0 93
3 Pyrene 202 CleH10 000129-00-0 86
4 Succinic acid, 3-methylbut-2-yl ... 289 C16H19NO4 1010389-81-0 47
5 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 42

Abundance Scan 2732 (19.157 min): BP006533.D\data.ms (-2725) (-  m/z 202.05 100.00%

57.1 202.1
5000
—— =
h “P 71 o664 19.00 19.50
ob ML Ly, 4, 20048255 420948895481 n/; 57.10  97.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
45.0 202.0
5000 — ——
113.0 19.00 19.50
m/z 71.10 76.59%
O \“‘“w‘h‘\"\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78090: Fluoranthene
202.0
— —
19.00 19.50
5000 ITI/Z 85.10 61.79%
101.0
0390 | ]
— et
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78086: Pyrene T —
202.0 19.00 19.50
m/z 43.10 58.12%
5000
101.0
O 390 | T
AR AR R e s R AR —— —
m/z--> 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\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 Octadecanoic acid

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.280 9.17 ng 1380980 Chrysene-d12 21.233
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76

Abundance Scan 2753 (19.280 min): BP006533.D\data.ms (-2749) (-

m/z 73.00 100.00%

o

°

o

o

73.0
5000
—— —
‘ \H \ 2841 19.00 19.50
0 HHMMHM e 500,9414.9472.0528.7 /7 43.05  80.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 IR ]
185.0 19.00 19.50
’ m/z 60.00 77 .68%
Of' \’\‘M‘\“T\T‘ \\\\\\\\‘\‘\\\“\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid
43.0
— —
19.00 19.50
5000 m/z 57.05 68.05%
129.0 242.0
ALl T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid — ——
60.0 19.00 19.50
m/z 55.00 62.45%
5000 129.0
H 213.0
okt ‘l‘h““‘hww‘H"HH‘\‘m‘mwuu_m_m_uw —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP0O80321.M Mon Aug 09 13:15:42 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 11 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.586 19.67 ng 2962670 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 2975 (20.586 min): BP006533.D\data.ms (-2967) (- m/z 57.10 100.00%
57.1

%

5000
“:LF 1972 20.50
o_m,M Ly, 1972 2671 8561 43645029 /7 71.10  82.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000 =1

20.50
m/z 43.05 58.89%

L HFﬁ“.lWO 296.0
O‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
L \
20.50
5000 ITI/Z 85.10 56.38%

“, H“ ' 197.0 267.0  367.0

%

o bh bl fii, 1970 2670 3670
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo-
57.0 20.50
m/z 55.05 23.79%
5000 wN’JNWA]\V/\\\V/\}\WJ
ot LFT 1970 2670 3370 aano
_‘H,H"_‘H‘H‘w"H‘H‘W‘H“H‘W‘H‘_“W‘H‘_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

8270E-BPO80321.M Mon Aug 09 13:15:43 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 12 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.710 28.83 ng 4341770 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Hexacosanol 382 C26H540 000506-52-5 91

Abundance Scan 2996 (20.710 min): BP006533.D\data.ms (-2988) (-  m/z 57.10 100.00%
57.1

1051 = -
j 20,0 20.50 21.00
o AL, 2090 2820 36434291 5030 - n/; g3.10  97.24%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano

]
13:1
o

5000
20.50 21.00
{ 1P5.0 m/z 97.10  88.49%
O‘\\J\M\“\\\\‘l\l\‘l\‘!‘h\l\l\g\s‘\q\\z‘G\G\\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
=T —
20.50 21.00
5000 m/z 69.10  85.06%
125.0
ob L h‘ﬂnlgso 264.0 378.0
o o A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 —— —
57.0 20.50 21.00
m/z 43.10 82.97%
5000
125.0
o{"“l19503080 e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BPO80321.M Mon Aug 09 13:15:44 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 13 unknown20.898 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.898 12.97 ng 1952720 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,8,11-Eicosatriynoic acid, meth... 314 C21H3002 1010333-56-1 30
2 Glutaric acid, ethyl 1-phenylpro... 278 C16H2204 1000358-94-7 22
3 Benzene, 1,2-bis(1-buten-3-yl)- 186 C14H18 1000162-73-9 22
4 2-Amino-4-chloro-5-methylpyrimidine 143 C5H6CIN3 020090-58-8 18
5 1H-Pyrazole, 5-chloro-1-methyl-3... 158 C7H11C1N2 1000319-90-4 15

Abundance Scan 3028 (20.898 min): BP006533.D\data.ms (-3022) (- m/z 143.05 100.00%
148.1

5000

N

= -
20.50 21.00
{
ol 476.0 548! /7 135.00  82.11%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #217689: 5,8,11-Eicosatriynoic acid, methyl ester
129.0

-

5000 55.0 - —
20.50 21.00

m/z 43.05 68.88%

Hllo 283.0
gl

. [ \“MU‘} l‘”.‘“u‘ N

T "“““r\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #170821: Glutaric acid, ethyl 1-phenylpropyl ester

o

-

1438.0
P P
20.50 21.00
5000 ITI/Z 119.05 62.97%
7.
opikblhll 280
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 ﬁwp
Abundance #61123: Benzene, 1,2-bis(1-buten-3-yl)- — —
129.0 20.50 21.00
m/z 81.00 54.98%
5000
55.0
oL Ll bero R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BPO80321.M Mon Aug 09 13:15:45 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 14 Heptafluorobutyric acid, pe... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.957 4.49 ng 676132 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 3038 (20.957 min): BP006533.D\data.ms (-3036) (- m/z 57.10 100.00%
57.1

F

Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0 21.00

m/z 43.10 85.13%

5000
5.1
226.1 21.00
ob—A H“ ”u! oo, A58 8032 /7 83.10  97.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 T
21.00
m/z 69.10 95.95%
210.0
Oll\[WTff‘41‘\f1[\f‘f4060
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
—
21.00
5000 ITI/Z 55.00 86.40%
‘ f 5.0
o MHLL, 2190 sos0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
—

5000

2100
0 ‘\\ MH\ L 356.0
‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 15 Docosane, 11-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.580 14.83 ng 2233130 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
2 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Docosane, 9-butyl- 366 C26H54 055282-14-9 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3144 (21.580 min): BP006533.D\data.ms (-3138) (- m/z 57.10 100.00%

57.1
5000
T \
} }’1 197.2 2150
ol d AL, 2972 2810 355.1416.94753535.0 /7 71,1  81.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
5000 ——
21.50
m/z 43.10 58.61%
127.0
O \\"\!\\l‘\ﬁd\\l‘l\%\z\]‘.?\“ﬁ)l‘\\\3\(‘)\9\(\)\:3‘6\6\\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl-
43.0
T \
21.50
5000 ITI/Z 85.05 55.80%
224.0
3.0 295.0
0 m_'“ o m_‘“w‘“‘\““‘39“‘9_”w_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T
57.0 21.50
m/z 55.05 23.42%
- ”A“J\/\vw/\Jﬁv“ﬁxVNw
o \‘ || ['27-0 197.0 2670 3670
‘H"H"H“_"w"H“H“H“_“w“u“u“u“_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50

8270E-BPO80321.M Mon Aug 09 13:15:48 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 16 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.768 17.52 ng 2541900 Perylene-di2 23.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 Triacontan-15-o0l 438 C30H620 031849-26-0 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 1-Tetracosene 336 C24H48 010192-32-2 83
Abundance Scan 3346 (22.768 min): BP006533.D\data.ms (-3340) (-  m/z 57.10 100.00%
57.1
o m
105.1 — —
‘ ‘ 191.0 252.0 2259 2300
ouu_m\‘!h‘e‘me_w oLl 4223 4901549/ 83.10  86.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
5000 — ——
22.50 23.00
m/z 97.10 80.34%
IS 220
O\\‘\ ‘J\TW\‘W\L\Q‘\\\‘\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
—— —
22.50 23.00
5000 m/z 69.10 79.77%
1P25.
‘ ﬁSO 238.0
bbby
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #321443: Triacontan-15-ol 7 —
57.0 22.50 23.00
m/z 43.10 73.35%
5000
125.0
‘ 241.0
obcbillliigszo || aoe0 w0 T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP@@6533.D

Acqg On : 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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 17 .gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.457 42.05 ng 6102020 Perylene-di2 23.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 92
4 (3S,85,95,10R,13R,14S,17R)-17-((... 428 C30H520 020194-50-7 58
5 Campesterol 400 C28H480 000474-62-4 55

Abundance Scan 3463 (23.457 min): BP006533.D\data.ms (-3453) (- m/z 43.10 100.00%

43.1
107.1
5000
—
\M
(- ‘ m/z 55.10  61.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 L
414.0 23.50
” 213 0 3030 m/z 107.10  60.33%
O ‘ T \J‘f \ “ ‘ \\IJ\‘“‘\MT“ |N \‘M\M‘\J l‘“\'\“\t \“‘\ \h\ T ‘ T \ T ‘ \ T \} \“‘ TTTT ‘ TTTT ‘ TTTT ‘ T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol
43.0
—
23.50
5000 05.0 ITI/Z 105.00 55.73%
414.0
‘ ‘ \ ‘ 630 550 329.0
0 r ‘J‘. ll‘ ‘“‘ 1‘\ ‘\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta. —
41.0 107.0 394.0 23.50
' 283.0 o
m/z 57.10 54.34%
5000
oH“l' —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0O@6533.D

Acqg On i 06 Aug 2021 11:30
Operator : CG/JU

Sample : M3271-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.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-... 4.905 17.3 ng 1096770 1  7.752 1270400 20.0
2-Pentanone, 4-... 5.969 3.6 ng 226834 1 7.752 1270400 20.0
Ethanol, 2-(2-b... 10.328 3.4 ng 302582 2 10.540 1788070 20.0
L-Proline, 5-ox... 15.651 4.2 ng 480634 3 14.387 2273350 20.0
(E)-4-(3-Hydrox... 16.533 3.3 ng 440161 4 17.133 2635710 20.0
n-Hexadecanoic ... 18.045 22.8 ng 3003480 4 17.133 2635710 20.0
trans-Sinapalde... 18.310 3.9 ng 508832 4 17.133 2635710 20.0
trans-Sinapyl a... 18.351 6.8 ng 901753 4 17.133 2635710 20.0
4,4'-Bis(tetrah... 19.157 17.3 ng 2279970 4 17.133 2635710 20.0
Octadecanoic acid 19.280 9.2 ng 1380980 5 21.233 3011650 20.0
Heneicosane 20.586 19.7 ng 2962670 5 21.233 3011650 20.0
1-Heneicosanol 20.710 28.8 ng 4341770 5 21.233 3011650 20.0
unknown20.898 20.898 13.0 ng 1952720 5 21.233 3011650 20.0
Heptafluorobuty... 20.957 4.5 ng 676132 5 21.233 3011650 20.0
Docosane, 11-bu... 21.580 14.8 ng 2233130 5 21.233 3011650 20.0
Cyclopentadecane 22.768 17.5 ng 2541900 6 23.562 2902120 20.0
.gamma.-Sitosterol 23.457 42.0 ng 6102020 6 23.562 2902120 20.0
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