LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP043021\
Data File : BP0@5429.D

Acqg On : 30 Apr 2021 12:23

Operator : CG/JU

Sample : M2217-19 :
Misc : HTCRV2-GRAB-TS01-01

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-BP042921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5429.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.228 356 364 376 rBV 402449 559749 1.57% 1.017%
2 6.817 625 634 645 rBvV 363317 570107 1.60% 1.036%
3 8.787 961 969 976 rBV 228462 362654 1.02% 0.659%
4 12.899 1662 1668 1676 rBV 650159 946019 2.66% 1.719%
5 15.793 2155 2160 2169 rVB 711537 1007680 2.83% 1.831%
6 17.057 2369 2375 2379 rBV 345224 474555 1.33% 0.862%
7 17.969 2524 2530 2536 rBV 742520 1001475 2.82% 1.820%
8 18.028 2536 2540 2545 rBV 308821 420007 1.18% 0.763%
9 18.239 2564 2576 2581 rBV2 201834 569379 1.60% 1.035%
10 18.345 2587 2594 2605 rVB 336790 958826 2.70% 1.742%
11 19.086 2713 2720 2733 rBV 468035 767185 2.16% 1.394%
12 19.204 2736 2740 2750 rVB 400118 539373 1.52% 0.980%
13 19.410 2770 2775 2777 rBV 457766 611061 1.72% 1.110%
14 19.439 2777 2780 2789 rVB 524298 709207 1.99%  1.289%

15 19.657 2806 2817 2820 rBV 27155657 35559137 100.00% 64.608%

16 20.316 2925 2929 2935 rBV 852640 1019624 2.87% 1.853%
17 20.380 2936 2940 2944 rBV 451408 511023 1.44% ©.928%
18 20.839 3013 3018 3022 rBV 311452 485236 1.36% ©.882%
19 20.892 3022 3027 3032 rVB2 354827 682524  1.92%  1.240%
20 20.945 3032 3036 3042 rBV 1026834 1221425 3.43%  2.219%
21 21.075 3054 3058 3064 rBV 897665 951649 2.68% 1.729%
22 21.151 3066 3071 3076 rVV2 1174142 2172394  6.11%  3.947%
23 21.198 3076 3079 3089 rVB 957143 1267410 3.56% 2.303%
24 22.733 3333 3340 3343 rBV2 179867 422154 1.19% 0.767%
25 22.774 3343 3347 3353 rVB2 264844 476626 1.34% ©.866%

26 23.416 3450 3456 3465 rVB2 415913 771857 2.17%  1.402%

Sum of corrected areas: 55038336
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 Apr 2021 12:23
: CG/JU
: M2217-19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP043021\
BP005429.D

HTCRV2-GRAB-TS01-01

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BP005429.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP043021\
Data File : BP0O@5429.D

Acqg On : 30 Apr 2021 12:23

Operator : CG/JU

Sample : M2217-19 :
Misc : HTCRV2-GRAB-TS01-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.969 42.21 ng 1001480  Phenanthrene-d10 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tridecanoic acid 214 C13H2602 000638-53-9 60
5 Undecanoic acid 186 C11H2202 000112-37-8 40

Abundance Scan 2530 (17.969 min): BP005429.D\data.ms (-2524) (-  m/z 73.05 100.00%

73.0
5000
213.3
——
I \H’ }n L 321, %810 352 4312 53456 1600
(.t s"_\wm_m & PRE e m/z 60.10  67.25%
m/z--> 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 55.10 57.49%
O \\i“ ”l’“\hll!! \‘!\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid
73.0
—
18.00
5000 ITI/Z 41.10 54.69%
L 228.0
okl H'“'Wu\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid .
73.0 18.00
m/z 43.10 49.50%
5000
‘ 143.0 242.0
AT i )
m/z--> 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\BP043021\
Data File : BP0O@5429.D

Acqg On : 30 Apr 2021 12:23

Operator : CG/JU

Sample : M2217-19 :
Misc : HTCRV2-GRAB-TS01-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 unknownl18.23 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.239 24.00 ng 569379  Phenanthrene-d10 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Propanedione, 1-phenyl-, 2-o... 163 C9H9NO2 000119-51-7 47
2 Benzamide, N-acetyl- 163 C9HONO2 001575-95-7 47
3 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 38
4 Ethanone, 2-(2-methylpropoxy)-1,... 268 C18H2002 022499-12-3 38
5 2-Propen-1-one, 1,2-diphenyl- 208 C15H120 004452-11-3 38

Abundance Scan 2576 (18.239 min): BP005429.D\data.ms (-2564) (-  m/z 105.05 100.00%
105.1

-

163.1
5000
1800 1850
43.1 \244.3 - -
O b bl ,M et SO0 LA 14752 5490 n/z 163.10  54.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33191: 1,2-Propanedione, 1-phenyl-, 2-oxime
105.0
5000 o -
18.00 18.50
163.0 ITI/Z 77.10 51.49%
39.
O \\‘f%‘\\“\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl-
105.0
= o
18.00 18.50
5000 m/z 208.20 22.98%
163.0
43.0 \
0 M«H‘umw‘w,“‘HW‘ww"Hwwwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #130870: Benzenepropanamide, .alpha.-(benzoylamino)- T —
105.0 18.00 18.50

163.0 m/z 165.10 13.81%
5000
0 39. ’ l 240.0
T ‘ L ‘ L ’ TTTT ‘ T ‘ T \‘\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T T ‘ T T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP043021\
Data File : BP0O@5429.D

Acqg On : 30 Apr 2021 12:23

Operator : CG/JU

Sample : M2217-19 :
Misc : HTCRV2-GRAB-TS01-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 Benzoic acid, 2-(3-nitrophe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.345 40.41 ng 958826  Phenanthrene-d10 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 78
2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 64
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 56
4 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 56
5 3-Benzoylamino-2-benzyl-butyric ... 311 C19H21NO3 1000193-12-7 56

Abundance Scan 2594 (18.345 min): BP005429.D\data.ms (-2587) (-  m/z 105.10 100.00%
105.1

5000

-

t— =
18.00 18.50
m/z 77.05 62.83%

1 179.1238.1295.9354.4 416.2477.2537.0

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

Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0

o

-

5000 77.0 i =
18.00 18.50

m/z 149.05 60.37%

N

L
[ | I | I I I I I I I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester

o

o

149.0
— T
77.0 18.00 18.50
5000 m/z 51.10 9.10%
0 Lud, L. | 211.0 287.0
e e T T e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy — R
105.0 18.00 18.50
m/z 106.10 7.68%

5000

-

450 | 1790
O e e bbb e e B S e e e e e e &

— \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP043021\
Data File : BP0O@5429.D

Acqg On : 30 Apr 2021 12:23

Operator : CG/JU

Sample : M2217-19 :
Misc : HTCRV2-GRAB-TS01-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.204 4.97 ng 539373 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 n-Decyl .alpha.-d-2-deoxyglucoside 304 C16H3205 1000211-42-8 55

Abundance Scan 2740 (19.204 min): BP005429.D\data.ms (-2736) (-  m/z 73.10 100.00%

73.1
5000
241.3
— —
l } l ‘ 19.00 19.50
0 HWH\\“mMﬂH‘ b 327A387.0  475.2 547, /7 60.05  72.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid
73.0
5000 2840 T T T T T T
185.0 19.00 19.50
’ m/z 55.10 62.92%
Ofl \’\l‘\\”\\u\\‘\\l\\“\‘\L\\“\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0
— —
19.00 19.50
5000 m/z 43.10 55.19%
‘ 143.0 242.0
A i
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid — T —
73.0 19.00 19.50
m/z 69.10 54.94%
5000
L 228.0
143.0 \
el S -
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\BP043021\
Data File : BP0O@5429.D

Acqg On : 30 Apr 2021 12:23

Operator : CG/JU

Sample : M2217-19 :
Misc : HTCRV2-GRAB-TS01-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 Hexanedioic acid, bis(2-eth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.381 4.70 ng 511023 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 80
2 Diisooctyl adipate 370 C22H4204 001330-86-5 72
3 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 59
4 Adipic acid, 2-pentyl octyl ester 328 C19H3604 1000324-16-2 53
5 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 53
Abundance Scan 2940 (20.380 min): BP005429.D\data.ms (-2936) (-  m/z 129.05 100.00%
129.1
5000 J\
‘ “ . ’ 20.00 20.50
241.3 . .
0 "“ | ‘LH‘wH‘J_H“‘?’4‘1‘9‘49‘1‘9”““7‘93?3‘7‘1‘ m/z 57.10 58.21%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #196974: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 = e
20.00 20.50
57.0 m/z 70.10 46.06%
241.0
ok i . 313.0371.0
‘\\\\‘WTI\’\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196853: Diisooctyl adipate
129.0
= ==
57.0 20.00 20.50
5000 m/z 55.10 39.30%
241.0
0 ‘ L H ]| 31303710
_‘H‘H“ AT e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #196930: Adipic acid, 2-ethylhexyl octyl ester = —r
129.0 20.00 20.50
m/z 71.10 39.15%
5000
241.0
57.0
bbbtz L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP042921.M Mon May 03 08:10:37 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP043021\
Data File : BP0O@5429.D

Acqg On : 30 Apr 2021 12:23

Operator : CG/JU

Sample : M2217-19 :
Misc : HTCRV2-GRAB-TS01-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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-acetyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.839 4.47 ng 485236 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 50
2 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 47
3 2,2,4-Trimethyl-3-phenyl-hex-5-e... 218 C15H220 066534-36-9 43
4 Ethanone, 2-(2-methylpropoxy)-1,... 268 C18H2002 022499-12-3 42
5 Vinyl benzoate 148 C9H802 000769-78-8 35

Abundance Scan 3018 (20.839 min): BP005429.D\data.ms (-3013) (-  m/z 105.10 100.00%

105.1
5000
163.1
— —
43-1(’ | _ 20.50 21.00
O hidilyl .\ 22222811341.1401.1 4903548 .., 77,19  41.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl-
105.0
5000 — S
163.0 20.50 21.00
43.0 m/z 163.10 35.86%
O ““ll‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32814: Benzamide, N-propyl-
105.0
— —
20.50 21.00
5000 ITI/Z 71.10 20.28%
163.0
41. l
0 e et e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75904: 2,2,4-Trimethyl-3-phenyl-hex-5-en-3-ol = B
105.0 20.50 21.00
m/z 57.10 19.00%
5000
163.0
43, l
O‘\M?JM‘H‘WAH‘_‘H‘H‘w“u‘u‘w‘u‘_‘u‘u‘w‘ = =
m/z--> 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\BP043021\
Data File : BP0O@5429.D

Acqg On : 30 Apr 2021 12:23

Operator : CG/JU

Sample : M2217-19 :
Misc : HTCRV2-GRAB-TS01-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 Benzamide, N-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.892 6.28 ng 682524 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 56
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 47
3 2-Pyrrolidinone, 3-hydroxy-4-met... 191 C11H13NO2 104194-17-4 40
4 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 40
5 Phthalic acid, 4-chloro-3-methyl... 304 C16H13Cl04 1000315-71-2 33
Abundance Scan 3027 (20.892 min): BP005429.D\data.ms (-3022) (-  m/z 105.10 100.00%
105.1
163.1
5000
— —=
211 2962 20.50 21.00
Ol L 8292 294.9353.1415.2 5031 m/z 163.10  51.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32814: Benzamide, N-propyl-
105.0
5000 — e
20.50 21.00
163.0 m/z 77.10  47.18%
41 L
O‘\H\“H'H‘H‘\‘\’HH‘HH‘HH‘HH|HH‘HH‘HH|HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32818: Morpholine, 4-phenyl-
105.0
— =
163.0 20.50 21.00
5000 m/z 106.10 8.95%
27'01 L]
Ot e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #53759: 2-Pyrrolidinone, 3-hydroxy-4-methyl-3-phenyl-, (! = —=
105.0 20.50 21.00
m/z 51.10 5.91%
163.0
5000
30.0
0! — e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP043021\

Data File : BP@@5429.D

Acqg On : 30 Apr 2021 12:23

Operator : CG/JU

Sample : M2217-19 :
Misc . HTCRV2-GRAB-TS01-01

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.M
: 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 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.945 11.24 ng 1221430 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 64
3 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 56
4 3-Benzoylamino-2-benzyl-butyric ... 311 C19H21NO3 1000193-12-7 56
5 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C28H2206 1000366-99-4 56

Abundance Scan 3036 (20.945 min): BP005429.D\data.ms (-3032) (-  m/z 105.10 100.00%

105.1
5000
—r=
‘ 21.00
ob A3t L B791 2811 355241534773 549  n/z 77.10  62.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
5000 T
770 21.00
m/z 149.05 59.47%
O\‘\W“‘\W‘\‘WJH\T\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
149.0
e
77.0 21.00
5000 ITI/Z 51.05 9.62%
oblud Ly |1 211.0 287.0
et e - S A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester FT
149.0 21.00
m/z 106.10 7.06%
0 MM‘M"JMM T T T T s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP043021\
Data File : BP0@5429.D

Acqg On : 30 Apr 2021 12:23

Operator : CG/JU

Sample : M2217-19 :
Misc : HTCRV2-GRAB-TS01-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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|
n-Hexadecanoic ... 17.969 42.2 ng 1001480 4 17.057 474555 20.0
unknown18.23 18.239 24.0 ng 569379 4 17.057 474555 20.0
Benzoic acid, 2... 18.345 40.4 ng 958826 4 17.057 474555 20.0
Octadecanoic acid 19.204 5.0 ng 539373 5 21.163 2172390 20.0
Hexanedioic aci... 20.381 4.7 ng 511023 5 21.163 2172390 20.0
Benzamide, N-ac... 20.839 4.5 ng 485236 5 21.163 2172390 20.0
Benzamide, N-pr... 20.892 6.3 ng 682524 5 21.163 2172390 20.0
1,3-Dioxolane, ... 20.945 11.2 ng 1221430 5 21.163 2172390 20.0
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