LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acq On : 05 Aug 2021 12:17 Instrument :
Operator : CG/JU BNA_P

Sample : M3268-13 ClientSampleld :
Misc : 20210575-COM-48

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@@6502.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.905 303 309 316 rVB 845542 1136927 12.77% 1.332%
2 5.358 378 386 395 rBv 3898988 5530650 62.10% 6.480%
3 5.969 483 490 496 rVB 158671 234496 2.63% 0.275%
4 6.934 644 654 667 rBV 3722833 5781736 64.92% 6.774%
5 7.752 786 793 803 rBV 868127 1366870 15.35% 1.601%

6 8.910 982 990 1000 rBV 2234806 3588027 40.29%
7 10.328 1225 1231 1239 rBV 360132 559449  6.28%
8 10.540 1253 1267 1273 rBV 1152080 1972865 22.15%
9 13.010 1680 1687 1695 rBV 4482649 6532399 73.35%
10 14.269 1897 1901 1912 rVB2 68530 156984 1.76%
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11 14.387 1915 1921 1927 rVB 1598872 2301799 25.85%
12 15.222 2051 2063 2070 rBV 606816 1196933 13.44%
13 15.698 2132 2144 2151 rVV 177884 661927  7.43%
14 15.757 2151 2154 2159 rVB 82898 120887 1.36%
15 15.875 2169 2174 2183 rVB 3720518 5368989 60.29%
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16 16.186 2223 2227 2232 rVB4 68869 112194 1.26%
17 16.534 2281 2286 2297 rVB4 264670 596364 6.70%
18 17.139 2383 2389 2394 rBV 1884751 2651441 29.77%
19 17.822 2500 2505 2518 rVB3 388937 780986  8.77%
20 18.051 2538 2544 2551 rBV 2448094 3374943 37.90%
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21 18.116 2552 2555 2561 rVB 303833 394563  4.43%
22 18.310 2584 2588 2591 rBV 336280 477398 5.36%
23 18.351 2591 2595 2609 rVB 908216 1472214 16.53%
24 18.557 2628 2630 2635 rVB3 75621 92461 1.04%
25 18.739 2649 2661 2681 rVB4 437136 2079662 23.35%
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26 19.116 2716 2725 2727 rBV2 272015 665639 7.47%  0.780%
27 19.286 2749 2754 2766 rBV 1224023 1664610 18.69%  1.950%
28 19.716 2821 2827 2832 rBV 7468260 8905782 100.00% 10.434%
29 20.033 2871 2881 2894 rBV3 765213 2429935 27.28%  2.847%
30 20.469 2952 2955 2959 rBv4 245997 327016 3.67% ©.383%

31 20.574 2970 2973 2982 rVB5 226720 451427 5.07%
32 20.804 3006 3012 3023 rVB 646348 1425709 16.01%
33 20.963 3034 3039 3047 rBV 1607679 2541759 28.54%
34 21.163 3070 3073 3079 rVB 253146 301482  3.39%
35 21.233 3081 3085 3090 rBV 2264289 2953406 33.16%
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36 21.774 3171 3177 3184 rVB 812050 1771780 19.89% 2.076%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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
37 21.857 3186 3191 3204 rVB 749999 1603749 18.01% 1.879%
38 22.016 3214 3218 3224 rVB5 405517 762608 8.56% 0.894%
39 22.468 3288 3295 3305 rVB3 838031 2184916 24.53% 2.560%
40 22.668 3323 3329 3339 rVB 774142 1655838 18.59% 1.940%
41 23.563 3475 3481 3493 rVB2 1567523 3314727 37.22%  3.884%
42 23.698 3498 3504 3514 rVB2 439874 1241170 13.94% 1.454%

43 24.515 3635 3643 3658 rVB2 822004 2605416 29.26%  3.053%

Sum of corrected areas: 85350133
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 05 Aug 2021 12:17
: CG/JU
: M3268-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
BP006502.D

20210575-COM-48

: 5 Sample Multiplier: 1

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

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP006502.D\data.ms

5.358 6.934

8.910
10.540
4.905 7.752

5.969 10.32

Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

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

TIC: BP006502.D\data.ms
19.716

13.010

15.875

0
Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000{

Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP006502.D\data.ms

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\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17
Operator : CG/JU

Sample : M3268-13

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.905 16.64 ng 1136930 1,4-Dichlorobenzene-d4 7.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Acetone 58 C3H60 000067-64-1 10
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 309 (4.905 min): BP006502.D\data.ms (-303) (-) m/z 43.00 100.00%
43.0
5000
e
J 4.60 4.80 5.00 5.20
ol A4 1029 22112830 3531 42884898549, ./, s .05  6o.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 TT T T T T[T T T[T T T T [TTTT]
4.60 4.80 5.00 5.20
m/z 101.00  22.28%
O ‘\\“\H\J‘\]\1\0“2\.\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
 RRRRaEE
4.60 4.80 5.00 5.20
5000 m/z 58.00 16.13%
0 | 12§.0
-t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #237: Acetone R EE R R e
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.14%
5000
0 "'“ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20

8270E-BP080321.M Fri Aug 06 13:18:03 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.328 5.67 ng 559449 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 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 52
Abundance Scan 1231 (10.328 min): BP006502.D\data.ms (-1225) (-  m/z 57.05 100.00%
57.0
5000 Jm
= ==
‘ | 1320 10.00 10.50
oAbl (13201918 28113411 4168 5192 ./, 45,00  93.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — —
10.00 10.50
’ m/z 41.00 37.43%
O‘\\I\l ‘!IJIIM!J_WSIZ-O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
— ——
10.00 10.50
5000 m/z 75.00 22.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- = s
45.0 10.00 10.50
m/z 56.05 16.24%
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\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 4-Methyleneproline Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.698 5.75 ng 661927  Acenaphthene-die 14.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyleneproline 127 C6HONO2 1000131-14-7 78
2 L-Glutamic acid 147 C5H9NO4 000056-86-0 78
3 L-Glutamine 146 C5H1ON203 000056-85-9 64
4 DL-Proline, 5-oxo-, methyl ester 143 C6HINO3 054571-66-3 50
5 DL-Proline, 5-oxo- 129 C5H7NO3 000149-87-1 50

Abundance Scan 2144 (15.698 min): BP006502.D\data.ms (-2132) (-  m/z 84.00 100.00%
84.0

-

5000
—— —
15.50 16.00
Olrrroldedy i 1940 283134204019 47895371 /7 41 .05  20.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13473: 4-Methyleneproline
84.0
5000 — ——
15.50 16.00
m/z 56.00 17.41%
O‘\\\\“‘J\\\\‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25879: L-Glutamic acid
84.0
—— —
15.50 16.00
5000 ITI/Z 44 .00 10.25%

-

Ay

ol e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25130: L-Glutamine T ——
84.0 15.50 16.00
m/z 85.05 4.67%
w %
ol e e e e e e e —— —
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\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.534 4.50 ng 596364  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 95
2 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 70
3 3-Piperidinamine, 1-(1-methyl-1H... 180 C9H16N4 1251330-45-6 52
4 cis-anti-cis-Tricyclo[7.3.0.0(2,... 178 C12H180 073306-76-0 38
5 Benzene, 1-methyl-3-nitro- 137 C7H7NO2 000099-08-1 30

Abundance Scan 2286 (16.534 min): BP006502.D\data.ms (-2281) (-  m/z 137.00 100.00%
137.0

5000
7.

-

T
16.50

o 96.9 267.6327.9 402.6 474.8 538.7 m/z 124.00 61.73%
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
137.0

-

5000 ‘16‘50‘ \
7. -
m/z 91.00 51.96%
=il
O‘\‘\W“\H"\A‘\I‘\"\“‘HWJT‘L‘\‘L#\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxyphenol
137.0
T I
16.50
5000 m/z 180.05 43.77%
77.0
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #55604: 3-Piperidinamine, 1-(1-methyl-1H-pyrazol-4-yl)- F
124.0 16.50

m/z 77.00  37.42%

42.0
5000

-

ol .’ Lill J}

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\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.822 5.89 ng 780986  Phenanthrene-die 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 97
2 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 55
3 9-Acetylphenanthrene 220 C16H120 002039-77-2 50
4 Benzenamine, N,N-diethyl-4-(2-ni... 220 C12H16N202 064462-51-7 38
5 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 38

Abundance Scan 2505 (17.822 min): BP006502.D\data.ms (-2500) (-  m/z 57.10 100.00%
57.1

205.1
5000
15.1 = =
H 76,1 17.50 18.00
o s o099 429.1494.3 m/z 205.05  77.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0
57.0
5000 o= T
17.50 18.00
135.0 ITI/Z 55.00 64.55%
HMHM'.\‘ Il ZF?'O
O' \\\\‘\1r\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99056: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4

-

43.0 205.0
= —
17.50 18.00
5000 ITI/Z 217.15 53.73%
121.0 \
o"»\x\,WA.‘“‘M‘uﬂhJ‘Lu_‘H_H‘_HWH_MW_W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99390: 9-Acetylphenanthrene =t P
205.0 17.50 18.00
m/z 41.05 52.17%
5000
88.0
ols0 sl || )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 1
R.T. EstConc Area Relative to ISTD R.T.
18.051 25.46 ng 3374940  Phenanthrene-d10 17.139
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2544 (18.051 min): BP006502.D\data.ms (-2538) (-  m/z 73.00 100.00%

73.0
5000
2132 T I
“H 18.00
Ol M H‘M_HM 2718 355.0416,7474.8534.7  n/; 60.00  78.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 —F— :
129.0 18.00
m/z 43.10 71.73%
O‘\\\‘““‘ J‘“JM‘MLMWK\}?%.%\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
—
18.00
5000 ITI/Z 41.05 59.48%
L ‘ 199.0
ols:0l, “Mj\l"#p\,\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid —— :
73.0 18.00
m/z 57.05 58.34%
5000
L 228.0
ol 52 )
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\BP@80521\

Data File : BP@06502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc 20210575-COM-48

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 7 <cis-Sinapyl alcohol Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.351 11.11 ng 1472210 Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 96
2 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 58
3 Syringylacetone 210 C11H1404 019037-58-2 55
4 Phenol, 2-chloro-4-cyclohexyl- 210 C12H15C10 003964-61-2 52
5 Phenol, 2,6-dimethyl-4-nitro- 167 C8HONO3 002423-71-4 38

Abundance Scan 2595 (18.351 min): BP006502.D\data.ms (-2591) (-  m/z 167.00 100.00%

167.0 ' '
5000 77.0
== —
i)
ob WAdibAdl]. | 2811 3551 430248895481 51610 ge.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86878: cis-Sinapyl alcoho
210.0
5000 77.0 T U
149.0 18.00 18.50
m/z 77.00 40.37%
Ol‘-\ ﬁp“”“‘l\‘“l“”””" \ \\ \‘ TTTT ‘ TTTT ‘ TTTT ‘\ TTT ‘\ L ‘\ L ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86880: trans-Sinapyl alcoho
210.0
— ——
18.00 18.50
5000 m/z 154.00  38.50%
77.0 147 0
oWIMMMJ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86874: Syringylacetone — T
167.0 18.00 18.50
m/z 149.00 37.12%
5000
43 0 106. P l
O‘H“pnww‘H“H“_‘H"H“H‘w“u“u‘_“w“u“ = ==
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP080321.M Fri Aug 06 13:18:08 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 Eicosane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.739 15.69 ng 2079660  Phenanthrene-die 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 2661 (18.739 min): BP006502.D\data.ms (-2649) (-  m/z 57.10 100.00%
57.1
—— —
‘ J \E. 69. 1 39,2 B 18.50 19.00
ol A bbilyt AO9L 2392 3001 3044  486.0841F ./, 71 19  80.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
5000 = —
18.50 19.00
281.0 m/z 43.10 61.10%
0lx J‘thlxlp?llol |_337.0394.0
T ‘\\\\‘\f\\‘\f\\‘f\\f[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
—— —
18.50 19.00
5000 m/z 85.10 55.17%
9 0 196.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl- — —
57.0 18.50 19.00
m/z 55.00 23.03%
- W
oLl 2100 2810
A e —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP080321.M Fri Aug 06 13:18:09 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 9
R.T. EstConc Area Relative to ISTD R.T.
19.286 11.27 ng 1664610 Chrysene-d12 21.239
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 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 8-Methylnonanoic acid 172 C1eH2002 005963-14-4 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2754 (19.286 min): BP006502.D\data.ms (-2749) (- m/z 73.00 100.00%

73.0
5000
— —
“‘ \ | 284.3 19.00 19.50
ol \J“!“JM (I “ L3548 4610 5431 sz 43.10  78.76%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — —
185.0 19.00 19.50
H m/z 60.00 74.92%
O fll \‘\I“\M‘\h\\\ \\\\\\‘\HL\‘\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #126203: Pentadecanoic acid
73.0
— =
19.00 19.50
5000 ITI/Z 57.10 67.30%
‘ 143.0 242.0
Rl
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e ——
43.0 19.00 19.50
m/z 55.05 64.48%
5000 284.0
‘ 129.0
ol.. T i —
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50

8270E-BP080321.M Fri Aug 06 13:18:10 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.033 16.46 ng 2429940 Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2881 (20.033 min): BP006502.D\data.ms (-2871) (- m/z 57.10 100.00%

57.1
5000
U \
‘ } \1 197.1 20.99
ol | Lifp ot 29533514 42894911549  n/7 71,10  79.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 T
20.00
m/z 43.05 61.53%
i
O\‘\"\.\\”‘\F\A\‘\l“\‘\]_\g\r\(\)\\2‘6\7\f0\‘\\\\:3‘6\7\\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
—r |
20.00
5000 ITI/Z 85.05 56.16%
196.0
oL ALIIZD Liesao
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl- T ‘
57.0 20.00
m/z 55.05 24.34%
o \/\k//L/ﬁﬂ
oAbl e i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00

8270E-BP080321.M Fri Aug 06 13:18:11 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 Indigo Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.804 9.65 ng 1425710 Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indigo 262 C16H10N202 000482-89-3 98
2 dibenzo[b,g][1,8]naphthyridine-1... 262 C16H10N202 1000396-82-0 62
3 trans-Indigo 262 C16H10N202 064784-13-0 58
4 2-Methyl-1H-anthra[1l,2-d]imidazo... 262 C16H10N202 030634-09-4 49
5 Lanceolatin B 262 C17H1003 000482-00-8 49

Abundance Scan 3012 (20.804 min): BP006502.D\data.ms (-3006) (- m/z 262.10 100.00%

262.1
5000 104.0
— —
39 }79. \ 20.50 21.00
oL 0P Ll | | 35704181 5041 ./ 104,00  49.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #150693: Indigo
262.0
5000 — ——
104.0 20.50 21.00
m/z 76.00 36.51%
O \:\3\9‘;&‘\)‘\1[‘\\{t\‘&T‘\g\.ﬂ\\\J\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #150706: dibenzo[b,g][1,8]naphthyridine-11,12(10aH,11a
262.0
= ==
20.50 21.00
5000 m/z 205.05  31.38%
77.0
0 "‘w“,‘”w‘e'mw"‘-‘\]I?‘-lf(‘)"‘mmmWm_m_m_m‘mw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #150694: trans-Indigo = T
262.0 20.50 21.00
m/z 103.00 28.87%
5000
103.0 4
NI NN IVTE:; . N Y S R RS =2
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BP080321.M Fri Aug 06 13:18:12 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17
Operator : CG/JU

Sample : M3268-13

Misc :

ALS vial : 5 Sample Multiplier: 1

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

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Carbonic acid, eicosyl viny...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.963 17.21 ng 2541760 Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, eicosyl vinyl ester 368 C23H4403
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803
4 Carbonic acid, octadecyl vinyl e... 340 C21H4003

5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S

Abundance Scan 3039 (20.963 min): BP006502.D\data.ms (-3034) (-
57.1

1000382-54-3 91
1000383-11-5 91
1000382-90-3 91
1000382-54-4 91
1000342-70-4 91

m/z 57.10 100.00%

> N&aﬁ,yj\kawjp
—r=
| [fP 183 2100
ol ALMITI 2831 2671 337.2 4170 48935460 ./, 71,19  75.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 R
21.00
m/z 43.05 68.48%
obd ] JFH 01820 252.0 325.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
—r
21.00
5000 ITI/Z 85.05 52.66%
Ll [T
A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester FT
57.0 21.00
m/z 55.05 37.63%
B R\ﬁpp«wJ\wﬁwﬂfwMAm
1 s s s
e o e e e R R R e e R R R RERE ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP080321.M Fri Aug 06 13:18:13 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 Tridecane, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.774 12.00 ng 1771780 Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 94
2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3177 (21.774 min): BP006502.D\data.ms (-3171) (- m/z 57.10 100.00%

57.1 ‘
5000

’ ”1 21 50 22 00
A

O HMMIﬁgff‘w?§%%34ﬁpu‘43%%&999?43 m/z 71.10  79.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158602: Tridecane, 7-hexyl-
57.0

5000
2150 2200
182.0 m/z 43.10 58.85%
oL Il Lazso | 2400
‘\\\ ’\\\\‘1\\1[\1f\‘\\\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl-
43.0
2150 2200
210.0
3.0
ob 0 a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0 2150 2200

m/z 55.10  23.53%

l‘ Tvid WWJk“WMAVM/\/\w/\AKMN“

o"H‘,H“_‘wuu%979‘w‘???9‘w“u“u‘_“w‘H“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2150 2200

8270E-BP080321.M Fri Aug 06 13:18:13 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 Pentadecafluorooctanoic aci... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.857 10.86 ng 1603750 Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91

Abundance Scan 3191 (21.857 min): BP006502.D\data.ms (-3186) (- m/z 57.10 100.00%

57.1
5000
— —
‘ | hs 1 208.0 2810 21.50 22.00
ol AibMLLL, 20802810 3643 47575472 w7 43,10 77.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — ——
21.50 22.00
m/z 83.05 76.29%
Ol‘f‘\fg l\‘H\‘H‘ZI\S‘lZ\.\OH‘\\\:\3‘6\19\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\?ﬂ?\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #87654: Cyclopentadecane
55.0
— ——
21.50 22.00
5000 m/z 69.10 71.72%
F 0 2100
ol “HH‘H\J_mHHwwH‘w_Hww_ww_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #318054: Nonadecyl pentafluoropropionate P ——
57.0 21.50 22.00
m/z 97.05 67.99%
5000
5.0
0 1] J] 196.0266.0 412.0
‘H‘_‘H_‘H‘HH‘H‘wu‘W‘HW‘H‘MH‘_‘H_‘H‘H‘WH‘W‘ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50 22.00

8270E-BP080321.M Fri Aug 06 13:18:14 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 unknown22.016 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.016 5.16 ng 762608 Chrysene-d12 21.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Aminophenol, N-acetyl-O-carbo[... 325 C11H10C13NO4 1000128-76-8 15
2 5-Hydroxymethyl-1,1,4a-trimethyl... 238 C15H2602 1000191-00-4 15
3 Succinic acid, hex-4-yn-3-yl 1-p... 316 C19H2404 1000389-92-7 11
4 1-(Adamantan-1-yloxy)-2-phenylhe... 356 C21H29N20P 1000306-58-8 11
5 1-(2-Methyl-propenyl)-1,2,3,4-te... 274 C17H260Si 1000193-04-0 11

Abundance Scan 3218 (22.016 min): BP006502.D\data.ms (-3214) (-  m/z 143.00 100.00%
14

8.0
43.1
5000
394.4
U \
21112751 22.00
o Mool 3822 | 47508351 s 60 g).asy
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229711: 2-Aminophenol, N-acetyl-O-carbo[2,2,2-trichlor:
135.0
5000 —— :
520 22.00
’ m/z 43.10 74.13%
M 283.0
0 \\\“%H\Ihwmwn‘hl‘l‘\H\‘ T ‘lh\\‘\zﬂs\.\()\\‘\\\‘\‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121131: 5-Hydroxymethyl-1,1,4a-trimethyl-6-methylenec
135.0
T \
22.00
50001 41.0 m/z 81.00 64.02%
L
R T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219841: Succinic acid, hex-4-yn-3-yl 1-phenylpropyl est P ‘
135.0 22.00
m/z 129.00 58.43%
5000
41.0 ‘ ‘ 197.0
YR 11 O —— i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 Chola-5,22-dien-3-0l, (3.be... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.468 13.18 ng 2184920 Perylene-di2 23.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chola-5,22-dien-3-0l, (3.beta.,2... 342 C24H380 057597-14-5 68
2 1,6,10,14-Hexadecatetraen-3-0l, ... 290 C20H340 001113-21-9 50
3 1,6,10-Dodecatrien-3-01, 3,7,11-... 222 C15H260 040716-66-3 49
4 1,6,10-Dodecatrien-3-0l, 3,7,11-... 222 C15H260 007212-44-4 49
5 Hexadeca-2,6,10,14-tetraen-1-o0l,... 290 C20H340 007614-21-3 46

Abundance Scan 3295 (22.468 min): BP006502.D\data.ms (-3288) (-  m/z 69.05 100.00%

69.0
5000
145.0 -
M
o‘u‘uh AM%MwwyquuL“‘uwu»\439%‘593%‘_ m/z 81.85 62.27%
miz—> O 100 150 200 250 300 350 400 450 500 550
Abundance #251568: Chola-5,22-dien-3-0l, (3.beta.,227)-
69.0
5000 ——
145.0 327.0 22.50
“ ‘« 2550 m/z 41.05 36.97%
O‘\\\\"‘\ ‘\m\‘\\I““\‘b\‘“\‘\““\\\\\‘\\\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #187041: 1,6,10,14-Hexadecatetraen-3-ol, 3,7,11,15-tetr:
69.0

i

2250
5000 m/z 43.05 34.15%

RS 2020 2720

m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #101998: 1,6,10-Dodecatrien-3-ol, 3,7,11-trimethyl-, (E)- —T—
69.0 22.50

m/z 95.05 31.36%

o

-

5000

e

|l

bbby 2040
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 22.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 18 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.669 9.99 ng 1655840 Perylene-di2 23.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 3329 (22.668 min): BP006502.D\data.ms (-3323) (- m/z 57.10 100.00%
57.1

%

5000
’ Hl 207.0 3321 22.50 23.00
o_wm_m,w 152000 92229933 47515330 m/z 71.e5  79.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane
57.0
5000 e —
22.50 23.00
m/z 43.05 58.68%
0 “ || 127-0 197.0 268.0
‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
—— —
22.50 23.00
5000 ITI/Z 85.05 58.23%

‘ ‘ J\ Jl | A I .197'0 296.0

.

O e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0 22.50 23.00
m/z 55.05 22.69%
5000

0 \‘ | \’1%\“1970 267.0 367.0
_m‘HH_m,w‘HH_m_mwH_MW_HW

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.50 23.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 19 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.698 7.49 ng 1241170 Perylene-di2 23.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
3 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 94
4 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 91
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 91

Abundance Scan 3504 (23.698 min): BP006502.D\data.ms (-3498) (-  m/z 57.10 100.00%
57.1

—— —
‘ ‘ ”1 11 1971 26703280 ' 2850 2400
ol bbby 2507 207.03928.0384.9 4991 248! m/z 71.10  80.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 — —
23.50 24.00
m/z 43.10 59.69%
127.0
[L(fT5 2570 2670 3200
O\\\“\‘\‘\‘\‘\J\‘\T‘“\‘T\‘\“!‘\‘\‘\’\\!\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
—— —
23.50 24.00
5000 m/z 85.10 55.09%
127.0
oL AMLLLETD, 2100 0see0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl- T —
43.0 23.50 24.00
m/z 55.00 22.53%
o NMV
224.0
113.0 295.0
oH‘w[uh%he‘m"""u‘,"‘",‘“?’94"9_”“””_”‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17

Operator : CG/JU

Sample : M3268-13 :
Misc : 20210575-COM-48

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 20 .gamma.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.515 15.72 ng 2605420 Perylene-di2 23.568
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 94
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 428 C30H520 020194-50-7 68
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 58

Abundance Scan 3643 (24.515 min): BP006502.D\data.ms (-3635) (-  m/z 43.10 100.00%

ans . .
107.1
5000
T T
HI\H
i ‘ 41485349 n/z 55.05  58.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 e :
414.0 24.50
m ‘ 2130 303.0 m/z 81.10 57.01%
O ‘\\J‘f \“ ““”“\hfmmm"“‘J“‘h ‘\\\\ \\\‘l\h‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol
43.0
T T
24.50
5000 05.0 ITI/Z 107.05 55.61%
414.0
H M 30 o550 329.0
0 ‘HJ: m“\ !‘
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. — ‘
107.0 394.0 24.50
41.0 283.0
’ m/z 105.00 53.91%
5000
J T W/L\
OHH\' —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080521\
Data File : BP0@6502.D

Acqg On : 05 Aug 2021 12:17
Operator : CG/JU

Sample : M3268-13

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 16.6 ng 1136930 1  7.757 1366870 20.0
Ethanol, 2-(2-b... 10.328 5.7 ng 559449 2 10.540 1972870 20.0
4-Methyleneproline 15.698 5.8 ng 661927 3 14.387 2301800 20.0
(E)-4-(3-Hydrox... 16.534 4.5 ng 596364 4 17.139 2651440 20.0
7,9-Di-tert-but... 17.822 5.9 ng 780986 4 17.139 2651440 20.0
n-Hexadecanoic ... 18.051 25.5 ng 3374940 4 17.139 2651440 20.0
cis-Sinapyl alc... 18.351 11.1 ng 1472210 4 17.139 2651440 20.0
Eicosane, 9-octyl- 18.739 15.7 ng 2079660 4 17.139 2651440 20.0
Octadecanoic acid 19.286 11.3 ng 1664610 5 21.239 2953410 20.0
Hexacosane 20.033 16.5 ng 2429940 5 21.239 2953410 20.0
Indigo 20.804 9.7 ng 14257160 5 21.239 2953410 20.0
Carbonic acid, ... 20.963 17.2 ng 2541760 5 21.239 2953410 20.0
Tridecane, 7-he... 21.774 12.0 ng 1771780 5 21.239 2953410 20.0
Pentadecafluoro... 21.857 10.9 ng 1603750 5 21.239 2953410 20.0
unknown22.016 22.016 5.2 ng 762608 5 21.239 2953410 20.0
Chola-5,22-dien... 22.468 13.2 ng 2184920 6 23.568 3314730 20.0
Nonadecane 22.669 10.0 ng 1655840 6 23.568 3314730 20.0
Tetracosane 23.698 7.5 ng 1241170 6 23.568 3314730 20.0
.gamma.-Sitosterol 24.515 15.7 ng 2605420 6 23.568 3314730 20.0

8270E-BP080321.M Fri Aug 06 13:18:19 2021

20210575-COM-48

Pa 23



