LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34 Instrument :
Operator : CG/JU BNA_P

Sample : M2107-03 ClientSampleld :
Misc : SB-29-9.5-10.0

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-BP042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5389.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.781 282 288 295 rBV 26080 36984 1.57% 0.207%
2 5.240 360 366 379 rBvV 632927 878574 37.28% 4.923%
3 6.828 628 636 646 rBV 587049 910098 38.61% 5.100%
4 7.634 766 773 781 rBV 138342 208291 8.84% 1.167%
5 8.799 964 971 980 rBV 354112 567606 24.08%  3.181%
6 10.428 1238 1248 1255 rBV 146435 249570 10.59% 1.398%
7 12.916 1664 1671 1679 rBV 757333 1063235 45.11% 5.958%
8 13.199 1714 1719 1726 rBV 43932 67680 2.87% ©0.379%
9 13.769 1811 1816 1824 rBV 19203 30448 1.29% 0.171%
10 14.193 1882 1888 1899 rBV 34478 76523 3.25% 0.429%
11 14.304 1901 1907 1914 rVB 226022 328992 13.96% 1.843%
12 14.746 1970 1982 1988 rBV 52539 94354 4.00% 0.529%
13 15.140 2045 2049 2057 rVB 19090 28195 1.20% 0.158%
14 15.704 2138 2145 2153 rVB 46021 78343  3.32% 0.439%
15 15.810 2154 2163 2171 rVV 781540 1070851 45.43% 6.000%
16 16.110 2209 2214 2222 rVB5 18294 32869 1.39% 184%
17 16.475 2269 2276 2286 rBV4 44262 93843  3.98% 526%

18 17.069 2369 2377 2382 rBV 352660 578011 24.52%
19 17.351 2410 2425 2426 rBV2 167634 495341 21.02%
20 17.569 2445 2462 2480 rVB 562498 2356895 100.00% 13.
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21 17.751 2489 2493 2496 rBV6 16379 29306 1.24%
22 17.810 2496 2503 2515 rVB 38882 132993 5.64%
23 17.981 2525 2532 2540 rBV 603516 895413 37.99%
24 18.251 2573 2578 2582 rBV 93184 136371 5.79%
25 18.298 2582 2586 2597 rVB2 93829 155158 6.58%
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26 18.810 2664 2673 2682 rBV2 58770 167462 7.11%
27 19.104 2720 2723 2729 rVB4 23315 42930 1.82%
28 19.222 2738 2743 2755 rBV 239719 345499 14.66%
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29 19.651 2811 2816 2822 rBV 1753945 2137759 90.70% 11.979%
30 19.822 2840 2845 2854 rVB 132350 232607 9.87% 303%
31 20.333 2929 2932 2937 rVB3 28753 37557 1.59% 210%
32 20.433 2946 2949 2954 rVB 38859 47308 2.01% 265%

33 20.616 2975 2980 2988 rBV 147236 239318 10.15%
34 20.857 3016 3021 3024 rBV 64578 113215 4.80%
35 20.892 3024 3027 3035 rVV2 197140 332691 14.12%
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36 20.963 3035 3039 3045 rVW 173628 204184 8.66%  1.144%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

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-BP042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.180 3070 3076 3080 rBV 572390 723538 30.70% 4.054%
38 21.310 3093 3098 3104 rBV 196238 304643 12.93% 1.707%
39 21.757 3171 3174 3184 rVB5 56818 107949 4.58% 0.605%
40 21.898 3192 3198 3206 rBV2 155288 357272 15.16% 2.002%
41 21.975 3207 3211 3217 rVB2 163400 267863 11.37% 1.501%
42 22.222 3250 3253 3256 rVB 62839 70170 2.98% 0.393%
43 22.733 3333 3340 3347 rBV5 116439 342148 14.52% 1.917%
44 22.804 3348 3352 3361 rVB3 112160 246479 10.46%  1.381%
45 22.963 3375 3379 3387 rVB3 89428 180474 7.66% 1.011%

46 23.439 3454 3460 3469 rVB 383829 749376 31.80% 4.199%

Sum of corrected areas: 17846386

8270E-BP042121.M Mon Apr 26 15:23:42 2021 Pa 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Apr 2021 12:34
: CG/JU
: M2107-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042321\
BP005389.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

0
Time-->
Abundance

1500000

1000000

500000

TIC: BP005389.D\data.ms

5.240 6.828

8.799

7.634 10.428
4.781

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

TIC: BP005389.D\data.ms
19.651

3 14.74 15.704 6.475
13199 1376914193 147 615.140 /9f16.1186.4

0
Time-->
Abundance

1500000

1000000

500000

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: BP005389.D\data.ms

21.180

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

8270E-BPO42121.M Mon Apr 26 15:23:42 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 19
R.T. EstConc Area Relative to ISTD R.T.
4.781 3.55 ng 36984 1,4-Dichlorobenzene-d4 7.640

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 38
3 Dimethadione 129 C5H7NO3 000695-53-4 33
4 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 33
5 tert-Butyl Hydroperoxide 90 C4H1002 000075-91-2 28
Abundance Scan 288 (4.781 min): BP005389.D\data.ms (-282) (-) m/z 43.00 100.00%
43.0

101.0 T

J 3549 4.40 4.60 4.80 5.00 5.20

bl 1908 2800 5549 46485289  n/z 59.00  64.48%

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

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 T T T T T T
4.40 4.60 4.80 5.00 5.20
m/z 101.00  23.10%
101.0
O‘\L“f‘%[ \\‘\‘1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
TR
4.40 4.60 4.80 5.00 5.20
5000 m/z 58.00 16.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12814: Dimethadione T T T
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.05 9.72%
5000
‘ 129.0
(o ‘mw‘"H‘HH‘mWm‘mw‘m“m‘uu‘mw S Eaamana e R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP@@5389.D

Acqg On : 23 Apr 2021 12:34

Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Metacetamol Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.198 4.11 ng 67680  Acenaphthene-die 14.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Metacetamol 151 C8HSNO2 000621-42-1 64
2 Pyridine, 3-butyl-, 1-oxide 151 CS9H13NO 031396-33-5 59
3 Acetaminophen 151 C8HO9NO2 000103-90-2 59

4 1H-Pyrazole, 4-[4-(3-chloropheno... 278 C15H19C1N20 1000302-33-9 59
5 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 ©55759-91-6 53

Abundance Scan 1719 (13.199 min): BP005389.D\data.ms (-1714) (- m/z 43.00 100.00%

43.0
109.0
5000
—— —
| A ‘ 689 2800 13.00 13.50
o bl Ay JOPD 2809 3708 4434 8312 ., 168,95  76.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24779: Metacetamol
109.0
5000 ~A¢JA — T
13.00 13.50
43.0 m/z 151.00 38.17%
O‘H‘\l\“\“\!‘\‘ WH‘lHH‘HH‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24970: Pyridine, 3-butyl-, 1-oxide
100.0 A
Tt r———
13.00 13.50
5000 ITI/Z 41.05 34.08%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24781: Acetaminophen T ——
109.0 13.00 13.50
m/z 68.95 22.18%
5000
43.0
Ol et b e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethyl .alpha.-d-glucopyrano... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

14.193 4.65 ng 76523  Acenaphthene-d10 14.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl .alpha.-d-glucopyranoside 208 C8H1606 1000127-29-4 56
2 D-Allose 180 C6H1206 002595-97-3 53
3 Pentanoic acid 102 C5H1002 000109-52-4 53
4 D-Serine 105 C3H7NO3 000312-84-5 50
5 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005 000498-07-7 50

Abundance Scan 1888 (14.193 min): BP005389.D\data.ms (-1882) (- m/z 60.00 100.00%
60.0

-

5000
T e
}l “ 150.9 411 14.00 14.50
o Ml 207 221.0280.3341.1401.0 466.2 533.7 /7 57.00  36.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68145: Ethyl .alpha.-d-glucopyranoside
60.0
5000 e ——
14.00 14.50
} m/z 73.00  30.02%
O‘ !"fd‘\l[\‘]\-ﬁ\ﬁ‘.WC)\\z\?\g?\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45881: D-Allose
60.0
e e
14.00 14.50
5000 m/z 42.00  27.58%
144.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4246: Pentanoic acid T —
60.0 14.00 14.50
m/z 43.00 26.64%
- W
o_‘“ﬂm“\Hu_m_m,mwmWm‘HH_HWWHHM —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11
R.T. EstConc Area Relative to ISTD R.T.
14.746 5.74 ng 94354  Acenaphthene-d10 14.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 94
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Nonanoic acid 158 C9H1802 000112-05-0 50
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49

Abundance Scan 1982 (14.746 min): BP005389.D\data.ms (-1970) (- m/z 73.00 100.00%

3

5000
57.1 — —
H m \ 14.50 15.00
or MMk | 222228083408 4313 5084 6o 0 ge.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61122: Dodecanoic acid
73.0
5000 e ——
14.50 15.00
r57-0 m/z 41.00  80.03%
O‘\\\\J" 1 Im}"“l\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39469: n-Decanoic acid
60.0
—— —
14.50 15.00
5000 ITI/Z 55.00 67.28%
129.0
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid T —
73.0 14.50 15.00
m/z 43.00 55.19%
5000
171.0
AT 1Y) S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP@@5389.D

Acqg On : 23 Apr 2021 12:34

Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4-((1E)-3-Hydroxy-1-propeny... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
16.475  3.25ng 93843 Phenanthrene-d10 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-((1E)-3-Hydroxy-1-propenyl)-2-... 188 C16H1203 1000297-95-5 50
2 Benzaldehyde, 2-hydroxy-, oxime 137 C7H7NO2 000094-67-7 42

3 2-Methylthianaphthene-1,1 dioxide 180 C9H802S
4 Ethanone, 2-chloro-1-(3,4-dihydr... 186 C8H7C103
5 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203

006224-55-1 27
000099-40-1 22
017781-15-6 20

Abundance Scan 2276 (16.475 min): BP005389.D\data.ms (-2269) (- m/z 137.00 100.00%

137.0
77.
5000
N
L 16.50
0! Wl 220 205.6385.84189 5087 ) 153 95 74.39%

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

Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxypheno
137.0

%

5000
1650

77.0
m/z 91.00 72.32%

Ls'ﬂﬂ m

il

“\ Wl
O‘\\\\’\\\ 1![1[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16683: Benzaldehyde, 2-hydroxy-, oxime
91.0
—
16.50
5000 m/z 77.00 62.84%

28.F “
A\ IL ". 1l d,

-

ot b o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46231: 2-Methylthianaphthene-1,1 dioxide
137.0 16.50
m/z 180.10 58.71%
5000
63.0
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\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Benzamide, N-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.351 17.14 ng 495341  Phenanthrene-d10 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 56
2 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 56
3 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 47
4 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 45
5 2-Pyrrolidinone, 3-hydroxy-4-met... 191 C11H13NO2 104194-17-4 40

Abundance Scan 2425 (17.351 min): BP005389.D\data.ms (-2410) (-  m/z 105.00 100.00%

105.0
5000 163.1
41P 17.00 17.50
O rifthir b1 22212811 354.9417.2 485.05434  n/z 77.00  49.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32814: Benzamide, N-propyl-
105.0
5000
17.00 17.50
163.0 m/z 163.05  44.58%
41'\ | |-
O‘\\\\"\\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl-
105.0 4/\
- s
17.00 17.50
5000 ITI/Z 50.95 9.64%
163.0
43.0
o"Hu,m‘_J\m_H‘_H‘_m‘Hwww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32819: Morpholine, 4-phenyl- = =
105.0 17.00 17.50
163.0 m/z 106.10  7.77%
5000
o‘ﬁ%‘ﬂws_H‘u_H‘w‘_m‘Hwm‘w_m‘w_ o AN A,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.569 81.55 ng 2356900  Phenanthrene-die 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
2 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 56
3 1,3,4-Oxadiazin-6-one, 5-isoprop... 216 C12H12N202 173973-78-9 50
4 Butanenitrile, 2,3-bis(benzoylox... 335 C18H13N304 1000269-66-6 47
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
Abundance Scan 2462 (17.569 min): BP005389.D\data.ms (-2445) (- m/z 105.00 100.00%
105.0
5000
R T
17.50
0L 3P4 |, {790 2829 3827 469.15283 ./, 7700 63.96%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
5000 A A :
77.0 17.50
m/z 149.00 50.66%
O \\‘Wi\u\‘\l\ll‘\\f\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #172689: Ethanol, 2-(4-phenoxyphenoxy)-, benzoate
149.0
T T
17.50
5000 m/z 51.00 13.17%
77.0
ol8.0, 213.0 334.0
e e e e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: 1,3,4-Oxadiazin-6-one, 5-isopropyl-2-phenyl- =T ‘
105.0 17.50
m/z 105.95 8.07%
5000
0 39.0 | 189.0
et o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Benzamide, N-acetyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.810 4.60 ng 132993  Phenanthrene-die 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 64
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 47
3 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17Br03 1000191-33-3 47
4 1,2-Propanedione, 1-phenyl-, 2-o0... 163 C9HINO2 000119-51-7 40
5 2-Propene(dithioic) acid, 3-hydr... 210 C10H100S2 013636-68-5 39

Abundance Scan 2503 (17.810 min): BP005389.D\data.ms (-2496) (- m/z 105.00 100.00%
105.0

o

163.1
5000
— —
41'P 240.9 17.50 18.00
Ol b (2102 354.9415.1 48905481 /7 163.05  51.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl-
105.0
5000 — ‘//\ﬁ —
163.0 17.50 18.00
43.0 m/z 77.00 50.74%
O‘\\\\"l\\“\\‘\\‘\\“\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
105.0
— —
163.0 17.50 18.00
5000 ITI/Z 51.00 9.81%
27.0 L
Ot et e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #182366: Benzoic acid, 2-benzyloxy-3-bromopropyl ester T e
105.0 17.50 18.00

163.0 m/z 106.00 8.19%
5000
ol Pl | 2430 3490
ST VW VRSN oM .. N — — ——
miz—> 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\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.981 30.98 ng 895413  Phenanthrene-die 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 2532 (17.981 min): BP005389.D\data.ms (-2525) (- m/z 73.00 100.00%

73.0
5000
213.2
I
liasa s 0
oLl o “L Lyl1 2820 355.0414.847395866 ./, 41,10 89.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
18.00
“ 213.0 m/z 43.05 85.77%
O‘\\\‘\‘[ ‘\L’l‘\!l“\h\\‘J\!\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid
73.0
=
18.00
5000 m/z 59.95 82.67%

L 228.0
m J nL bl ‘\

o

-

e A aas aaE s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72648: Tridecanoic acid
73.0 18.00
m/z 55.00 77.08%
5000
171.0
0151'¢L m.lln..“\\““ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

8270E-BP042121.M Mon Apr 26 15:23:49 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.251 4.72 ng 136371  Phenanthrene-die 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 80
2 Butan-1-one, 1-(3,4-dimethoxyphe... 208 C12H1603 054419-21-5 43
3 1H-1,3-Benzimidazole-6-carboxyli... 208 C9H8N202S 1000337-18-1 42
4 3,4-Dimethoxycinnamic acid 208 C11H1204 002316-26-9 38
5 Coumarin, 7,8-dihydro-7-hydroxy-... 208 C10H805 1000263-13-6 35

Abundance Scan 2578 (18.251 min): BP005389.D\data.ms (-2573) (- m/z 208.00 100.00%

ST U O —

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68335: 1H-1,3-Benzimidazole-6-carboxylic acid, 2-merc;
208.0 18.00 18.50

m/z 65.00 35.07%

208.0
136.9
5000( 770
e -
UL L s s
oh HU'!A““&“N'\"}‘ dyd . 2891 3502 46015219 m/z 136.95  55.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 bt e
18.00 18.50
5.0 1370 m/z 165.00  53.33%
O‘H“HI‘LM‘I“L“hlHJ’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67504: Butan-1-one, 1-(3,4-dimethoxyphenyl)-
165.0
ey =
18.00 18.50
5000 ITI/Z 77 .00 41.20%
79.0
0 i ” I
—— .

5000
149.0

63.0
mml\mm “ ‘ N I

m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

:

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl8.29

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.298 5.37 ng 155158  Phenanthrene-die 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 38
2 3-Hydroxy-4-nitrobenzaldehyde 167 C7H5NO4 000704-13-2 22
3 1,2,3-Thiadiazole, 4,5-diphenyl- 238 C14H1eN2S 005393-99-7 22
4 Phenol, 2,6-dimethyl-4-nitro- 167 C8HONO3 002423-71-4 22
5 Benzaldehyde, 2-hydroxy-5-nitro- 167 C7H5NO4 000097-51-8 22

Abundance Scan 2586 (18.298 min): BP005389.D\data.ms (-2582) (-
167.0

77.0
5000

Aldljl i, |, 2809 3551  461.0 547.

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

Abundance #69035: 2-Pentanone, 1-(2,4,6-trihydroxyphenyl)
167.0

et

m/z 167.00 100.00%

N

P 5
18.00 18.50

m/z 210.05 96.04%

5000 e S
18.00 18.50
m/z 77.00 52.79%
55.0
O‘\\\M[J\‘!\J\‘\\\\‘\\‘\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36022: 3-Hydroxy-4-nitrobenzaldehyde
167.0
Fe e
18.00 18.50
5000 m/z 154.00 45 .,34%
39.0
““ 109,0
ot o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92190: 1,2,3-Thiadiazole, 4,5-diphenyl- LY Py
210.0 18.00 18.50
m/z 148.95 36.60%
5000
51.0
““”mlsglu |
o

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

8270E-BP042121.M Mon Apr 26 15:23:50 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Eicosane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.810 5.79 ng 167462  Phenanthrene-die 17.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
3 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 93
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 91

Abundance Scan 2673 (18.810 min): BP005389.D\data.ms (-2664) (-  m/z 57.05 100.00%

57.0
5000
’ 18‘56 5.9‘06
127.0 2253 : :
om"w”‘f”_wm‘_2?‘"\1‘”3‘5‘5‘9“‘f‘f“l‘f‘w?f‘?‘@ m/z 43.05 80.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl-
43.0
5000 — ——
18.50 19.00
a0 281.0 m/z 71.05 76.98%
O\\"\}\J\J‘\”!‘J\%[1]\-‘!8!‘3\3\\lf[\\\l\‘\s\:\g\g‘(\)\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
— — T
18.50 19.00
5000 m/z 85.05 53.20%
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117640: Tridecane, 7-hexyl- o 7
57.0 18.50 19.00
m/z 41.00 34.51%
5000
182.0
ollllligeso | 200 ) bk
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP042121.M Mon Apr 26 15:23:51 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.222 9.55 ng 345499 Chrysene-d12 21.180
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 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72

Abundance Scan 2743 (19.222 min): BP005389.D\data.ms (-2738) (- m/z 73.00 100.00%

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

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0 19.00 19.50

m/z 55.05 79.18%

5000
241.2
—— —
“‘ { ‘ 19.00 19.50
ob b LU UL | 34324010 4986/, 4316 90.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43.0
5000 1290 i —
19.00 19.50
’ 284.0 m/z 41.05 84.14%
O‘\\"\ " Hh“htl“ll
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
73.0
— —
19.00 19.50
5000 ITI/Z 60.00 82.39%
199.0
= o

5000 284.0

i,

372.0
0 ,Hwwwwamﬁuu‘mWm_mwuww

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\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Heneicosane, 11-decyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.822 6.43 ng 232607 Chrysene-d12 21.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 93
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2845 (19.822 min): BP005389.D\data.ms (-2840) (-  m/z 57.05 100.00%
57.0

19‘5(5 ‘20‘00‘
7.1 1972 4 : :
ol ML 2972 2050853741504750 S48,y 7116 81.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
57.0
5000 T U
19.50 20.00
295.0 m/z 43.05  70.80%
O‘W‘IWIIHJQEZIOWI[WCI)!‘T4350
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
— ——
19.50 20.00
5000 ITI/Z 85.10 47.51%
239 0
0 ﬂl 308.0
_““H““‘_‘H“H“H‘w“u‘u“_“w‘u“u“_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane T ]
57.0 19.50 20.00
m/z 55.00  32.16%
- W\M&A‘J\ﬂ/w
0 \ ‘ | 1770 197.0 267.0 338.0
_"W‘H“H"_‘H“H“H‘W“H‘H“_“W‘H“H“_ P P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

8270E-BP042121.M Mon Apr 26 15:23:52 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.616 6.62 ng 239318 Chrysene-d12 21.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2980 (20.616 min): BP005389.D\data.ms (-2975) (- m/z 57.05 100.00%
57.0

-

5000
— T —
‘ | 1271 1072 281.0 355.0416.0 489.1549 2059 2190
O e e S e P T e m/z 71.05 73.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane
57.0
5000 7 —
20.50 21.00
m/z 43.05 70.02%
oL L8270 1970 267.0 2280
‘\\\\’\\\\‘1\\1‘\1[\‘\\\1‘\\f\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57.0
—— —
20.50 21.00
5000 m/z 85.05 48.56%

LI ER70 197.0 2810 394.0

-

O rrH e e e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane T ——
57.0 20.50 21.00
m/z 55.00 30.14%
o LTS 2570 2mo bl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.892 9.20 ng 332691 Chrysene-d12 21.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
5 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 90

Abundance Scan 3027 (20.892 min): BP005389.D\data.ms (-3024) (-  m/z 43.00 100.00%

43.0
5000
P P
‘ 1650 2811 3551 20.50 21.00
o_uw”\Hum‘uum‘Hw““““4‘3‘1“1‘4?9‘9‘5‘49' m/z 55.00  92.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55.0
5000 . e
20.50 21.00
m/z 57.00 89.40%
50
‘\\f‘\1!\‘f\\1‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202424: Nonadecy! trifluoroacetate
57.0
“ e
20.50 21.00
5000 m/z 69.00  84.12%
1P5.0
oJiwlmﬂ.Z%Oi“W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #205392: Trichloroacetic acid, hexadecyl ester — —
43.0 20.50 21.00
m/z 83.10 71.48%
5000
01960 sk o) ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanol, 2-(4-phenoxyphenox... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.963 5.64 ng 204184 Chrysene-d12 21.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 56
2 1,3,4-Oxadiazin-6-one, 5-isoprop... 216 C12H12N202 173973-78-9 47
3 2-Propenoic acid, 2-benzoylamino... 295 C18H17NO3 032089-78-4 47
4 4'-Nitrobenzanilide 242 C13H10N203 003393-96-2 47
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47

Abundance Scan 3039 (20.963 min): BP005389.D\data.ms (-3035) (-  m/z 105.00 100.00%

105.0
5000
e
430 230.1 2190
ol AL 166:0 220~ 295.0355.0 42894801548 n/z 77.00  63.83%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #172689: Ethanol, 2-(4-phenoxyphenoxy)-, benzoate
149.0
5000 T
21.00
77.0 m/z 149.00 51.42%
ok80, | . 213.0 334.0
\\\\’\\\\‘\\\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: 1,3,4-Oxadiazin-6-one, 5-isopropyl-2-phenyl-
105.0
P
21.00
5000 ITI/Z 51.00 14.34%
0 390 | 189.0
b T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140287: 2-Propenoic acid, 2-benzoylamino-3-phenyl-, e .
105.0 21.00
m/z 105.95 7.42%
5000
295.0
oL390 | |, 16302220 |
P AT e e e e e —
m/z--> 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\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Heptadecane, 9-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.310 8.42 ng 304643 Chrysene-d12 21.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 95
2 Docosane, 5-butyl- 366 C26H54 055282-16-1 94
3 Docosane, 9-butyl- 366 C26H54 055282-14-9 94
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 93
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93

Abundance Scan 3098 (21.310 min): BP005389.D\data.ms (-3093) (- m/z 57.10 100.00%

57.1
5000
‘ 1 21.00 2150
169.1 281.0 . ' :
on AL 00122502810 3501 amassosser. 0" 10" g e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl-
43.0
5000 = g
21.00 21.50
m/z 43.10 73.28%
9.0 210.0
ok lly, [ zerosso
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194498: Docosane, 5-butyl-
43.0
— ——
21.00 21.50
5000 m/z 85.05 53.61%
126.0
309.0
ol ‘ 1., 183.0239.0 | 365.0
R R e L e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194496: Docosane, 9-butyl- T T
43.0 21.00 21.50
m/z 41.05 32.64%
5000
9.0 1820 309.0
252.0
omlili%w S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Indigo Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.898 9.88 ng 357272 Chrysene-d12 21.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indigo 262 C16H10N202 000482-89-3 93
2 Indolo[2,1-b]quinazolin-6,12-dio... 262 C16H1@ON202 169037-60-9 49
3 Anthracene, 1,2,3,4,5,6,7,8-octa... 262 C20H22 125379-29-5 43
4 2,2'-Binaphthalene, 5,5',6,6"',7,... 262 C20H22 118761-48-1 38
5 Perylene, 1,2,3,3a,4,5,6,7,8,9-d... 262 C20H22 068913-00-8 38

Abundance Scan 3198 (21.898 min): BP005389.D\data.ms (-3192) (- m/z 262.10 100.00%

262.1
5000 104.0
205.1
— —=
390 ‘ ‘ { 2150 22.00
obrbihadent b b b 3990 4609 549y 7 103.95  46.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #112398: Indigo
262.0
5000 — e
104.0 21.50 22.00
205.0 m/z 76.00 46.07%
O 381P‘\‘\1‘||1lf\1‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #112405: Indolo[2,1-b]quinazolin-6,12-dione, 8-methyl-
262.0
— —r=
21.50 22.00
5000 ITI/Z 205.05 31.27%
205.0
29.0 48.0 “ ‘
0 A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #112681: Anthracene, 1,2,3,4,5,6,7,8-octahydro-9-phenyl = —
262.0 21.50 22.00
m/z 102.95 22.72%
5000
191.0
k00 M0 A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@42321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown22.96 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

22.963 4.82 ng 180474 Perylene-di2 23.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoquinoline-3-carbohydrazide, N... 341 C21H15N302 1000296-43-1 15
2 Propanamide, N-(1-naphthyl)-3-ph... 275 C19H17NO 1000308-12-2 14
3 Eicosanoic acid, 2,2,2- trifluor... 394 C22H41F302 1000376-60-8 11
4 7-Dehydrodiosgenin 3-acetate 454 C29H4204 064110-65-2 10
5 Adipic acid, 8-chloroctyl isohex... 376 C20H37Cl04 1000349-76-0 9

Abundance Scan 3379 (22.963 min): BP005389.D\data.ms (-3375) (- m/z 43.10 100.00%

43.1
143.0
5000
23,00
475.1537.3 :
ob \M‘”M m/z 143.00  57.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177727: Isoquinoline-3-carbohydrazide, N2-(2-hydroxyn
129.0
5000 R
341.0 23.00
m/z 129.00 51.52%
0 \\‘5\]‘"\0\“\\‘\‘\ '\]JPGOZS‘?O\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #123628: Propanamide, N-(1-naphthyl)-3-phenyl-
143.0
—r
23.00
5000 ITI/Z 69.10 50.83%
275.0
0 77.0 | 217.0
T R R RRRRaTIIE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #209362: Eicosanoic acid, 2,2,2- trifluoroethyl ester P
43.0 23.00
m/z 41.00 46.59%
142.0
5000
394.0
211.0
\ | 295.0
Or et d oy ik | B e b \H R S Ranane —
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\BP042321\
Data File : BP0@5389.D

Acqg On : 23 Apr 2021 12:34
Operator : CG/JU

Sample : M2107-03

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.781 3.5 ng 36984 1 7.640 208291 20.0
Metacetamol 13.198 4.1 ng 67680 3 14.304 328992 20.0
Ethyl .alpha.-d... 14.193 4.7 ng 76523 3 14.304 328992 20.0
Dodecanoic acid 14.746 5.7 ng 94354 3 14.304 328992 20.0
4-((1E)-3-Hydro... 16.475 3.3 ng 93843 4 17.069 578011 20.0
Benzamide, N-pr... 17.351 17.1 ng 495341 4 17.069 578011 20.0
1,3-Dioxolane, ... 17.569 81.5 ng 2356900 4 17.069 578011 20.0
Benzamide, N-ac... 17.810 4.6 ng 132993 4 17.069 578011 20.0
n-Hexadecanoic ... 17.981 31.0 ng 895413 4 17.069 578011 20.0
3,5-Dimethoxy-4... 18.251 4.7 ng 136371 4 17.069 578011 20.0
unknown18.29 18.298 5.4 ng 155158 4 17.069 578011 20.0
Eicosane, 9-octyl- 18.810 5.8 ng 167462 4 17.069 578011 20.0
Octadecanoic acid  19.222 9.6 ng 345499 5 21.180 723538 20.0
Heneicosane, 11... 19.822 6.4 ng 232607 5 21.180 723538 20.0
Tetracosane 20.616 6.6 ng 239318 5 21.180 723538 20.0
1-Docosene 20.892 9.2 ng 332691 5 21.180 723538 20.0
Ethanol, 2-(4-p... 20.963 5.6 ng 204184 5 21.180 723538 20.0
Heptadecane, 9-... 21.310 8.4 ng 304643 5 21.180 723538 20.0
Indigo 21.898 9.9 ng 357272 5 21.180 723538 20.0
unknown22.96 22.963 4.8 ng 180474 6 23.439 749376 20.0
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