LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011588.D

Acqg On : 26 Aug 2022 20:23
Operator : CG/JU

Sample : N4355-02

Misc :

ALS Vvial : 17 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-BP082622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@11588.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.322 53 57 67 rBV 188568 270976 1.73%  0.492%
2 4.699 286 291 299 rBV 186033 252495 1.62% 0.458%
3 5.146 358 367 377 rBV 1263982 1874713 12.00% 3.404%
4 6.734 631 637 647 rBV 806843 1291012 8.26% 2.344%
5 7.540 766 774 782 rBV 395472 623485 3.99% 1.132%
6 7.846 814 826 832 rBvV2 220490 525846  3.37%  0.955%
7 8.557 929 947 950 rBv4 174478 492302 3.15% ©.894%
8 8.663 957 965 968 rBV 361890 778640  4.98% 1.414%
9 8.710 968 973 981 rVB 1696859 2863143 18.32% 5.198%
10 9.351 1078 1082 1095 rVB 131214 232051 1.49% 0.421%
11 10.328 1242 1248 1254 rBV 574538 924654 5.92% 1.679%
12 12.286 1577 1581 1589 rVvV 90718 220767 1.41% 0.401%
13 12.363 1589 1594 1604 rVB3 112741 245259 1.57% 0.445%
14 12.828 1664 1673 1680 rBV 3966745 5751096 36.81% 10.441%
15 13.239 1737 1743 1754 rBV 108608 187093 1.20% 0.340%

16 14.216 1903 1909 1916 rBV 885603 1285720 8.23%  2.334%
17 15.722 2159 2165 2177 rBV 4098908 5605391 35.87% 10.177%
18 16.986 2374 2380 2389 rBV 1143975 1591963 10.19%  2.890%
19 17.910 2533 2537 2546 rBV 164627 265286 1.70% 0.482%
20 19.586 2817 2822 2833 rVB 8322765 9859781 63.10% 17.900%

21 20.845 3032 3036 3043 rBV 363017 495423 3.17% ©.899%
22 21.115 3077 3082 3086 rBV 1550022 1847215 11.82%  3.354%

23 21.257 3100 3106 3131 rBV 11677983 15625366 100.00% 28.368%
24 23.398 3464 3470 3481 rVB2 1059299 1971814 12.62%  3.580%

Sum of corrected areas: 55081491
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011588.D

Acqg On : 26 Aug 2022 20:23
Operator : CG/JU

Sample : N4355-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP011588.D\data.ms
1.2e+07

1le+07
8000000
6000000
4000000

8.710
2000000 5146

6.734
3.322 4.699 j\ 7.5407 g46 8.% 3 9351 10.328
0 T 1 17T ‘ T T T ‘ T 1T ‘ T /\\ L ’ T T T ‘ T T T ‘ 1 T 7T ’ 1 T 7T ‘ 1 T 7T ’ T 1T ‘ 1T T T ‘ T T T ‘ T 1T ‘ T T T ‘ T 1 T ‘ T T T T ‘ T 1T ‘ T T

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BP011588.D\data.ms
1.2e+07

le+07

19.586
8000000

6000000

15.722
4000000 12.828

2000000
14.216 16.986

1222863 13.239 A 17.910

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP011588.D\data.ms
1.2e+07 21.957

1e+07

8000000

6000000

4000000

2000000 2111 23398
20845 ||

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
BP011588.D

17

TIC Library

: 26 Aug 2022 20:23
: CG/IU
: N4355-02

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Butanol, 2,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.322 8.69 ng 270976  1,4-Dichlorobenzene-d4 7.540
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 83
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 50
4 Hexanamide 115 C6H13NO 000628-02-4 50
5 Amylene hydrate 88 C5H120 000075-85-4 42
Abundance  Scan 57 (3.322 min): BP011588.D\data.ms (-53) (-) m/z 58.95 100.00%
59.0
5000 Jk
R o R
|H} 132.8192.1250.9  354.6 420.3 506.9 820 340 3.60
.8192.1250. 54.6 420. 506. o
O P S T R e e e e e e m/z 86.95 27.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5047 2-Butanol, 2,3-dimethyl-
59.0
5000 LI L L I L
3.20 3.40 3.60
m/z 40.95 25.88%
O‘\\h\‘JJ“‘ ‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
o mEE e
3.20 3.40 3.60
5000 ITI z 43.00 25.70%
o_u\\“‘”p‘H‘ww_‘H,‘HwH_m_wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5058: Propane, 2-ethoxy-2-methyl- —
59.0 3.20 3.40 3.60
m/z 69.00 19.07%
5000 J\‘J\K
AT —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60
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8270E-BP082622.M Wed Aug 31 04:34:19 2022



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP@11588.D

Acqg On : 26 Aug 2022 20:23

Operator : CG/JU

Sample : N4355-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.699 8.10 ng 252495 1,4-Dichlorobenzene-d4 7.540

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 Hexanamide 115 C6H13NO 000628-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9

Abundance Scan 291 (4.699 min): BP011588.D\data.ms (-286) (-)
43.0

m/z 43.00 100.00%

5000

iy S
| 1oh o 4.40 4.60 4.80 5.00
ol i 0L°161.1221.0280.6340.7 4311 5106 n/; s59.e0  57.40%

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

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L B R B R
4.40 4.60 4.80 5.00
m/z 100.90 21.19%
‘101.0
O \JHIV‘%[‘1\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #4576: Morpholine, 4-methyl-
43.0
R A RREaREEEE
4.40 4.60 4.80 5.00
5000 m/z 58.00 15.03%
101.0
o‘“”‘

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

Abundance #8814: Hexanamide R R e N
59.0 4.40 4.60 4.80 5.00
m/z 41.00 9.81%
5000
o_J«M “‘HH_m‘HH‘w‘w_Mw_mww S S L AL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00

8270E-BP082622.M Wed Aug 31 04:34:20 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011588.D

Acqg On : 26 Aug 2022 20:23
Operator : CG/JU

Sample : N4355-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 unknown7.846 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.846 16.87 ng 525846 1,4-Dichlorobenzene-d4 7.540

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyric acid, 2,2,3,3-tetramethyl- 144 C8H1602 030407-41-1 47
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 43
3 Isopropyl 2-ethylhexanoate 186 C11H2202 067024-46-8 40
4 Pentanoic acid, 2-methyl-, methy... 130 C7H1402 002177-77-7 37
5 Methyl L-(+)-.beta.-hydroxyisobu... 118 C5H1003 080657-57-4 35
Abundance Scan 826 (7.846 min): BP011588.D\data.ms (-814) (-) m/z 57.00 100.00%
57.0
5000
PP T T T e
4 \ %Hg 0 7.60 7.80 8.00 8.20
ol AT 2080 281.0340.4402.7464.0 5365 1/, g7 99  82.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24203: Butyric acid, 2,2,3,3-tetramethyl-
88.0
5000 LB B L R IR R
7.60 7.80 8.00 8.20
29. m/z 41.00 65.42%
O‘\\“\”‘“‘\I\”\‘ “\\\]-‘ﬂe‘.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9324: Butanoic acid, 2-methyl-, methyl ester
88.0
P
7.60 7.80 8.00 8.20
5000 m/z 43.00 46.50%
29.0
o_“‘w‘ RN R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60733: Isopropyl 2-ethylhexanoate e AANS S ma T
57.0 7.60 7.80 8.00 8.20
m/z 66.95 37.04%
5000
130.0
o‘H”“w"!"“"\M‘w\wH‘HH‘mWmwH_HWHMHW R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011588.D

Acqg On : 26 Aug 2022 20:23
Operator : CG/JU

Sample : N4355-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknown8.557 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.557 15.79 ng 492302 1,4-Dichlorobenzene-d4 7.540

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 27
2 Oxirane, 2,2'-[1,4-butanediylbis... 202 C10H1804 002425-79-8 27
3 Ethyl ether 74 C4H1e0 000060-29-7 25
4 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 22
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 22
Abundance Scan 947 (8.557 min): BP011588.D\data.ms (-929) (-) m/z 42.95 100.00%

3

%

5000
R s RARERREEE
10.8 8.20 8.40 8.60 8.80
Ol MAMILLLL 1934 280.5 354.5414.74782 548: /7 57.00  99.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2216: Hydrazine, 1,2-diethyl-
31.0
5000 U L L BRI B
8.20 8.40 8.60 8.80
m/z 70.95 95.87%
11,53°
0‘\\!‘!‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77385: Oxirane, 2,2'-[1,4-butanediylbis(oxymethylene)]b

57.0
R S RNARREE
8.20 8.40 8.60 8.80
5000 ITI/Z 41.00 85.44%
}“ ‘129.0
L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #972: Ethyl ether BEEEREEEEREESSE e
31.0 8.20 8.40 8.60 8.80
m/z 55.00 59.59%
5000 J/Lkm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80

8270E-BP082622.M Wed Aug 31 04:34:22 2022 Page: 6



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
BP011588.D

: 26 Aug 2022 20:23
: CG/JU
: N4355-02

: 17  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 wunknown9.351 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
o351 s.o2ng 232051 Naphthalene-ds 10.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- o8 C7H14 001638262 47

016466-24-3 43
003437-29-4 38
003709-08-8 35

2 2(3H)-Furanone, dihydro-4,4,5,5-... 142 C8H1402
3 3,3-Dimethylpyrrolidine-2,5-dione 127 C6HINO2
4 2(3H)-Furanone, dihydro-3,3-dime... 114 C6H1002

5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 35
Abundance Scan 1082 (9.351 min): BP011588.D\data.ms (-1078) (-) m/z 56.00 100.00%
56.0
5000 127.0 AM%N«%JNJ\VAAAWANw
P T e Y
\ 9.00 9.20 9.40 9.60
ol 22082809 3862 4900549. /7 43.00 72.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0
5000 L L N BN BN R B
9.00 9.20 9.40 9.60
v m/z 83.00 71.81%
O ‘\l\‘IJ‘l\JTV‘\g\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22852: 2(3H)-Furanone, dihydro-4,4,5,5-tetramethyl-
59.0
PTG ST Ty
127.0 9.00 9.20 9.40 9.60
5000 m/z 58.95 67.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13487: 3,3-Dimethylpyrrolidine-2,5-dione R R ARAREARRAR
56.0 9.00 9.20 9.40 9.60
m/z 41.00 61.91%
5000
127.0
0 M\Mumﬂw\H\MH\M\H‘H\W\HW\H\M\H‘HH‘H\W\ R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60

8270E-BP082622.M Wed Aug 31 04:34:24 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011588.D

Acqg On : 26 Aug 2022 20:23
Operator : CG/JU

Sample : N4355-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknownl2.286 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.286 3.43 ng 220767  Acenaphthene-di10 14.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 47
2 1H-Indol-3-amine 132 C8H8N2 007250-19-3 46
3 Benzenepropanoic acid, pentyl ester 220 C14H2002 232949-65-4 43
4 Aziridine, 2-methyl-2-phenyl- 133 C9H11N 0922596-57-2 35
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 27
Abundance Scan 1581 (12.286 min): BP011588.D\data.ms (-1577) (| m/z 104.00 100.00%
104.0
- JML
Py 4
39_ﬂ H 12.00 12.50
oL thblih 1 11079224.5283.8 356.2415.2 4816 549. /7 131,96  90.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16121: Benzene, cyclobutyl-
104.0
5000 P e
12.00 12.50
m/z 149.90  48.52%
39.0 \
O \\\\“L\“\J\\“‘\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16606: 1H-Indol-3-amine
132.0
s —
12.00 12.50
5000 m/z 76.90 29.50%
51.0
Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #98933: Benzenepropanoic acid, pentyl ester —— —
104.0 12.00 12.50
m/z 132.90  25.65%
5000
43.0
220.0
oukM‘Mu“uWMWWW‘wawm‘w_m_ s A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

8270E-BP082622.M Wed Aug 31 04:34:28 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011588.D

Acqg On : 26 Aug 2022 20:23
Operator : CG/JU

Sample : N4355-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzoic acid, 2,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.363 3.82 ng 245259  Acenaphthene-di10 14.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,5-dimethyl- 150 C9H1e02 000610-72-0 97
2 Benzoic acid, 2,4-dimethyl- 150 C9H1002 000611-01-8 95
3 1H-Indene-1,2-diol, 2,3-dihydro-... 150 C9H1002 004647-43-2 90
4 Benzoic acid, 2,6-dimethyl- 150 C9H1e02 000632-46-2 90
5 Benzoic acid, 2,3-dimethyl- 150 C9H1002 000603-79-2 90

Abundance Scan 1594 (12.363 min): BP011588.D\data.ms (-1589) (- m/z 131.90 100.00%

131.9
5000
51.0 A re
| H ’ | 12.00 12.50
obrrldbihs 1, 2208283.6 354.64159 491.0549. /7 149.90  80.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28331: Benzoic acid, 2,5-dimethyl-
150.0
so00] /70 — A
12.00 12.50
’ m/z 104.95 79.58%
OLS.ILl\[lf“J[W\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28330: Benzoic acid, 2,4-dimethyl-
132.0
= —
12.00 12.50
5000 ITI/Z 103.90 67.55%
51.0‘
oWMMLJM[lJWM e R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
\

Abundance #28422: 1H-Indene-1,2-diol, 2,3-dihydro-, trans- P ‘ ‘
104.0 12.00 12.50

m/z 76.95 50.42%

5000

0 39!(“ il

- \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

a

8270E-BP082622.M Wed Aug 31 04:34:29 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011588.D

Acqg On : 26 Aug 2022 20:23
Operator : CG/JU

Sample : N4355-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.239 2.91 ng 187093  Acenaphthene-di10 14.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 83
2 Benzoic acid, 2,4,5-trimethyl- 164 C10H1202 000528-90-5 52
3 4-Pteridinecarboxylic acid, 7-me... 218 C10H10ON402 016008-52-9 38
4 1,3-Oxazolidine, 4-methyl-2-(4-m... 253 C17H19NO 1000138-83-3 35
5 4-Oxazolecarboxylic acid, 4,5-di... 233 C13H15NO3 037592-54-4 35

Abundance Scan 1743 (13.239 min): BP011588.D\data.ms (-1737) (- m/z 145.90 100.00%
145.9

5000
. T \/\%Wﬁ
‘ ‘ 13.00 13.50
Of o bibdiih 4] 22112809340.74028 5042 ;16385 s54.75%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
164.0
5000

g
13.00 13.50
m/z 118.90 39.64%

91.0
\2\7‘\.\9*1\\””\\\\‘JI‘“\“%\\]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39291: Benzoic acid, 2,4,5-trimethyl-
164.0

7
13.00 13.50

o

5000 m/z 117.95 38.30%
91.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95761: 4-Pteridinecarboxylic acid, 7-methyl-, ethyl ester oy —
146.0 13.00 13.50

m/z 116.95 37.96%

67.0 l
by {4 | ‘ 218.0

—7 \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011588.D

Acqg On : 26 Aug 2022 20:23
Operator : CG/JU

Sample : N4355-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.910 3.33 ng 265286  Phenanthrene-di10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 83

Abundance Scan 2537 (17.910 min): BP011588.D\data.ms (-2533) (- m/z 72.90 100.00%

72.9
5000
mﬂh 213.1 —7
‘ 80.9 18.00
bl ”“w“w“%Mu“‘f”w“‘3‘5‘5“9“4‘2‘?‘7””‘5?"“‘? m/z 43.00  95.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 LA
18.00
H 213.0 m/z 59.95 94.52%
O‘\\\J"‘\l\“‘\h\“\\‘[\1!\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92063: Tridecanoic acid
73.0
—
18.00
5000 m/z 41.00 82.67%
171.0

OLSbL Il NMMJ, Lyl

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

:

Abundance #126199: Pentadecanoic acid
73.0 18.00
m/z 55.00 79.83%
5000
L 199.0
L5. m )
oS0l ‘“u‘H#"PJMM‘_m‘Hwm‘w_m‘w_ e

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\BP082622\
Data File : BP011588.D

Acqg On : 26 Aug 2022 20:23
Operator : CG/JU

Sample : N4355-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Henicos-1-ene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.845 5.36 ng 495423  Chrysene-d12 21.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Henicos-1-ene 294 C21H42 001599-68-4 97
2 1-Docosene 308 C22H44 001599-67-3 95
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 95
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94
Abundance Scan 3036 (20.845 min): BP011588.D\data.ms (-3032) (- m/z 43.00 100.00%
43.0
2000 vaNMVWWAﬁWMKMNMAV
2050  21.00
206.9 280.9 : :
- ‘Hm‘uu‘wmwu ek 201:8400.9459.9 549, nm/z 55.00  96.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #192005: Henicos-1-ene
558.0
5000 — ——
20.50 21.00
5.0 294.0 m/z 57.80  96.50%
O‘\\“\‘\“\ f“fl‘\‘!“‘IQGWO‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209741: 1-Docosene
55.0
— —
20.50 21.00
5000 m/z 83.00 76.27%
| I Fii
o MWL, w0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #280777: Trichloroacetic acid, pentadecy! ester — T
43.0 20.50 21.00
m/z 68.95 72.77%
5000 M
oJJmO )
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\BP082622\
Data File : BP011588.D

Acqg On : 26 Aug 2022 20:23
Operator : CG/JU

Sample : N4355-02

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.257 169.18 ng 15625400  Chrysene-d12 21.115
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 98
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 94
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 28
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 25

Abundance Scan 3106 (21.257 min): BP011588.D\data.ms (-3100) (- m/z 276.90 100.00%

276.9
5000
0 1089 e
‘ ‘ 138l L H ' 21.00 21.50
Ok b2 LY 34084016 4748 5481 /7 277.90  33.73%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — —
21.00 21.50
77.0 1990 m/z 77.00  27.56%
14.0 ‘
O‘\\\W‘J\\‘\\‘\\\\’JI\\\L\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

%

—— —
21.00 21.50
5000 m/z 198.90  23.10%
77.0

183.0

L L

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

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h — —
277.0 21.00 21.50

m/z 200.90  22.57%

o

F:::;:::;;.

5000

o 183.0

0 “Hul\ L MU| ‘

\ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

F:::;:::;;.
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082622\
Data File : BP011588.D

Acqg On : 26 Aug 2022 20:23
Operator : CG/JU

Sample : N4355-02

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP082622.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-Butanol, 2,3-... 3.322 8.7 ng 270976 1 7.540 623485 20.0
2-Pentanone, 4-... 4.699 8.1 ng 252495 1  7.540 623485 20.0
unknown?7.846 7.846 16.9 ng 525846 1 7.540 623485 20.0
unknown8.557 8.557 15.8 ng 492302 1 7.540 623485 20.0
unknown9.351 9.351 5.0 ng 232051 2 10.328 924654 20.0
unknownl12.286 12.286 3.4 ng 220767 3 14.216 1285720 20.0
Benzoic acid, 2... 12.363 3.8 ng 245259 3 14.216 1285720 20.0
Benzoic acid, 2... 13.239 2.9 ng 187093 3 14.216 1285720 20.0
n-Hexadecanoic ... 17.910 3.3 ng 265286 4 16.986 1591960 20.0
Henicos-1-ene 20.845 5.4 ng 495423 5 21.115 1847220 20.0
Triphenylphosph... 21.257 169.2 ng 15625400 5 21.115 1847220 20.0
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