LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128240.D

Acqg On : 13 May 2022 15:44
Operator : CG\JU

Sample : N2823-12

Misc :

ALS vial : 6 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_ F\Methods\8270-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128240.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.504 543 547 561 rVB 1158810 1296992 20.88% 5.660%
2 5.851 599 606 609 rBvV 1439431 2082678 33.52% 9.089%
3 6.516 715 719 730 rBV 1086105 1363633 21.95% 5.951%
4 6.887 778 782 785 rBV 372218 331227 5.33% 1.445%
5 6.963 787 795 798 rBV 4354193 6213002 100.00% 27.113%
6 7.292 846 851 854 rBV 309125 236065 3.80% 1.030%
7 7.422 870 873 875 rBV 263085 227108 3.66% 0.991%
8 7.451 875 878 881 rVB 1051127 879064 14.15%  3.836%
9 8.169 996 1000 1003 rBV 506884 429266 6.91% 1.873%
10 9.245 1178 1183 1186 rBV 1715822 1605723 25.84% 7.007%
11  9.922 1295 1298 1302 rVB 545320 482259 7.76%  2.105%
12 10.716 1429 1433 1442 rBV 1199199 1029417 16.57% 4.492%
13 10.828 1447 1452 1454 rBV 148215 163992 2.64% 0.716%
14 11.263 1523 1526 1529 rBV 273609 215416  3.47%  0.940%
15 11.292 1529 1531 1537 rVB 98758 98804 1.59% 0.431%

16 11.416 1548 1552 1555 rBV 660805 546028 8.79%
17 13.004 1818 1822 1825 rVB 1657399 1387875 22.34%
18 13.857 1965 1967 1971 rBV 75087 88104 1.42%

RrRrOoOON
w
[o%
IS
R

19 14.033 1992 1997 1999 rBV 2703359 2543241 40.93% 11.098%
20 14.063 1999 2002 2006 rVB 389866 326457 5.25% 425%
21 15.551 2251 2255 2262 rVB 284143 371287 5.98% 1.620%
22 16.180 2358 2362 2367 rVB 68628 97237 1.57% 0.4247%
23 16.562 2421 2427 2433 rVB 339669 573388 9.23% 2.502%
24 16.704 2447 2451 2458 rVB3 52693 96643 1.56% ©0.422%
25 17.104 2513 2519 2527 rVB2 113939 230518 3.71% 1.006%

Sum of corrected areas: 22915424
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 13 May 2022 15:44
¢ CG\JU
: N2823-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051322\
BF128240.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000

500000
0

Time-->

Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000

500000

0

Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF128240.D\data.ms

5.851
5.504 6.516

6.963

7.451

) o

I
2.40 2.60 2.8

1 \ I
.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.
TIC: BF128240.D\data.ms

\ \
.00 3.2

9.245

8.169 9.922

0680700720740 7.60

13.004

‘ I = T —— ——
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
TIC: BF128240.D\data.ms

14.033

141063

13.857 15.551 16.562

16.180 6.704 17.104

—— ——
12.50 13.00

‘ i T ‘ T
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128240.D

Acqg On : 13 May 2022 15:44
Operator : CG\JU

Sample ¢ N2823-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1 Ethanol, 2-butoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.851 125.76 ng 2082680 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50
4 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 25
5 n-Butyl ether 130 C8H180 000142-96-1 16
Abundance Scan 606 (5.851 min): BF128240.D\data.ms (-599) (-) m/z 57.10 100.00%
57.1
5000 a1
87.1 H/k‘/\\u\’um‘mu‘\u
71'% ‘ 100.1 5.60 5.80 6.00 6.20
bl i A 8L myz 45010 43.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10024: Ethanol, 2-butoxy-
57.0
5000 L LI L I LN L
290 5.60 5.80 6.00 6.20
m/z 41.10 38.45%
87.0
0 A 430 )L TAQ | 1000 1180
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
A
5.60 5.80 6.00 6.20
5000 m/z 87.10 18.47%
41.
75.0
2700 ‘
0 H%AQ‘HJHMHMHM‘MHM\HHpm‘W‘HM‘%QRR‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5035: 3,3-Dimethylbutane-2-ol R AREEEEREL
57.0 5.60 5.80 6.00 6.20
m/z 39.10 8.28%
41.
5000
87.0
270
0 L ‘\ ‘ \‘\ il 710 1020 A
e e e e e e e e R A AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128240.D

Acqg On : 13 May 2022 15:44
Operator : CG\JU

Sample ¢ N2823-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 2 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.963 375.15 ng 6213000 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
3 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 47
4 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 47
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 45

Abundance Scan 795 (6.963 min): BF128240.D\data.ms (-787) (-) m/z 57.05 100.00%

57.0
5000 411 A\
83.1 T
‘ ‘ 98.1 6.60 6.80 7.00 7.20
ol Ml 71711810200 s 41,00 41.30%
m/z--> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 L R B R B
41.0 6.60 6.80 7.00 7.20
83.0 m/z 43.05 32.05%
98.0
0.0!13.
miz-> 20 40 60 80 100 120 140
Abundance #15686: 2-Propyl-1-pentano
57.0
R EaaaRmEEES ST
6.60 6.80 7.00 7.20
5000 m/z 55.05 28.28%
41.0
83.0
ol 2801l ‘\Hu ‘ A Tuse
miz--> 20 40 60 80 100 120 140
Abundance #60437: Carbonic acid, heptyl vinyl ester T
57.0 6.60 6.80 7.00 7.20
m/z 56.10 20.88%
5000
410
98.0
0L ‘291 e ‘H“ ‘ Mu ‘8‘3(0“‘ “‘ Co ‘1‘2‘9;0‘ P R Rt Al R aan s e
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128240.D

Acqg On : 13 May 2022 15:44
Operator : CG\JU

Sample ¢ N2823-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Dodecane, 2,7,10-trimethyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.828 6.01 ng 163992  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 91
2 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 90
3 Undecane, 6-ethyl- 184 C13H28 017312-60-6 87
4 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 80

5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S

Abundance Scan 1452 (10.828 min): BF128240.D\data.ms (-1447) (-

1000309-19-4 72

m/z 57.10 100.00%

57.1
5000
85.1
113.1 "0 1100
10.50 11.00
0 H_m‘MHH‘ o L3410 1822071 100 77.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 T T
10.50 11.00
29.0‘ 85.0 m/z 43.10  58.73%
113.0
0 \\‘\“1‘\\“‘\\\M‘\\‘M\‘\‘\\\‘\\M\‘\“\%\4‘]-\9\‘\\\]-\8‘\3\0\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
. o
10.50 11.00
5000 85.0 ITI/Z 41.10 29.95%
1130
29.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59036: Undecane, 6-ethyl- “ —
57.0 10.50 11.00
m/z 85.10 29.63%
5000
29.0 85.0 1120
‘ ‘ ‘ ‘ 154.0
bl b b L3880
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

8270-BF050922.M Tue May 17 15:54:49 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128240.D

Acqg On : 13 May 2022 15:44
Operator : CG\JU

Sample ¢ N2823-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.263 7.89 ng 215416  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Eicosane 282 (C20H42 000112-95-8 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1526 (11.263 min): BF128240.D\data.ms (-1523) (- m/z 57.10 100.00%
57.1

5000 85.1 /Axﬁwjavvafhﬂmif»meUtx
‘ 11.00 11,50
113.1141.0 : :
0ot o 141:0160.1106.1224.2 2545 /T3 10 73 00y
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #141057: Octadecane
57.0
5000 — ——
85.0 11.00 11.50
29.0 m/z 71.10 60.21%
113.0
\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #90189: Pentadecane
57.0
—— —
11.00 11.50
m/z 85.10 39.98%
5000 85.0
29.0
0 \‘ 1l H\ \‘\ ‘11?014101690 212.0
A R aa B AR ARRARREA S L
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #59029: Tridecane — —
57.0 11.00 11.50
m/z 41.10 34.03%
5000
85.0
29.0
oL | L m0ia0 s
e e e e e —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128240.D

Acqg On : 13 May 2022 15:44
Operator : CG\JU

Sample ¢ N2823-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 5 Decane, 3,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.292 3.62 ng 98804 Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 90
2 Dodecane 170 C12H26 000112-40-3 87
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 86

4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403

054833-48-6 86

1000382-54-3 86

°

°

°

°

Abundance Scan 1531 (11.292 min): BF128240.D\data.ms (-1529) (-] m/z 57.10 100.00%
57.1
‘ 113.1 El_l‘Od El.l‘Sd
" 141.0 192.1 . :
Obrrrrroredich bl L0 192 2353 T 16 81.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45506: Decane, 3,6-dimethyl-
57.0
5000 T —
85.0 11.00 11.50
20.0 m/z 85.10 47.27%
113.0
141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45481: Dodecane
57.0
— —
11.00 11.50
5000 ITI/Z 43.10 44 .64%
85.0
29.0
Y O Y S e GO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45507: Decane, 3,8-dimethyl- — —
57.0 11.00 11.50
m/z 41.10 29.40%
5000
85.0
29.0
| ‘ 113.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128240.D

Acqg On : 13 May 2022 15:44
Operator : CG\JU

Sample ¢ N2823-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Cyclohexane, 1,3,5-triphenyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.857 5.40 ng 88104  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-triphenyl- 312 C24H24 028336-57-4 64
2 Butane, 1-(benzyloxy)-2-[(benzyl... 284 C19H2402 933498-908-7 27
3 1-Cysteine, N-acetyl-S-(phenylme... 253 C12H15NO3S 019542-77-9 22
4 N-Benzyl-N-methyl-5,7-dinitro-2,... 329 C14H11N505 1000387-18-5 12
5 Benzonitrile, m-phenethyl- 207 C15H13N 034176-91-5 10

Abundance Scan 1967 (13.857 min): BF128240.D\data.ms (-1965) (- m/z 91.10 100.00%
91.1
w0 Nh/L
P P
207.1
431 #29_1 13.50 14.00
ol bty B2 267.0 | | 2529 3011 1 t917 65 25.00%
miz--> 50 100 150 200 250 300
Abundance #215136: Cyclohexane, 1,3,5-triphenyl-
91.0
5000 — —
13.50 14.00
m/z 57.10 13.08%
207.0
ol 510, | ;12001670 | | 2540 3120
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #179208: Butane, 1-(benzyloxy)-2-[(benzyloxy)methyl]-
91.0
o S
13.50 14.00
m/z 207.10 13.02%
5000 193.0 /
0 \‘4%‘\0“ H h‘ I ‘M‘H 1320 I 2380 2840 wmm
e e B e I T R S e
miz--> 50 100 150 200 250 300
Abundance #138989: I-Cysteine, N-acetyl-S-(phenylmethyl)- — ——
91.0 13.50 14.00
m/z 194.05 11.90%
5000
43.0 194.0
NI SUTIO\ O £ GO S s
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF050922.M Tue May 17 15:54:51 2022 Page: 8



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
BF128240.D

: 13 May 2022 15:44

: CG\JU

: N2823-12

: 6 Sample Multiplier: 1

hod : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : C:\Database\NIST20.L
ration 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 unknownl6.180 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.180 5.24 ng 97237  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1.

VA wWwN R
PR ZRrO

H-carbazole-3,6-diamine, N3,N3,... 253
3-Diphenyl-4H-1,2,4-triazoline... 253
(3-Chlorophenyl)-2-naphthylamine 253
,1-Dioxido-1,2-benzisothiazol-3... 254
»2-Dihydropyrido(3,2,1-k1l)pheno... 253

C16H19N3
C14H11N3S
C16H12CIN
C10H14N202SS1
C15H11NOS

1010396-68-8 43
005055-73-2 43
1000446-91-1 35
1000479-94-7 35
069513-42-4 35

Abundance Scan 2362 (16.180 min): BF128240.D\data.ms (-2358) (1  m/z 253.05 100.00%

258.1
5000 127.0
175.0 318.1 1 A T
411770 “ [ o131 455 16.00 16.50
ob ke ledod b L BISA 388 hs 250,10 46.45%
mlz--> 50 100 150 200 250 300 350
Abundance #139492: 9H-carbazole-3,6-diamine, N3,N3,N6,N6-tetran
258.0
5000 — ‘A\ —
16.00 16.50
m/z 127.00 43.39%
126.0
420 830 | 16702090 | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance  #139244: 1,3-Diphenyl-4H-1,2,4-triazoline-5-thione
253.0
—— —
16.00 16.50
5000 m/z 254.10  27.50%
91.0
ol 510 | 1270 1940
e e S s i
miz--> 50 100 150 200 250 300 350
Abundance #139422: N-(3-Chlorophenyl)-2-naphthylamine o ‘/\ —
258.0 16.00 16.50
m/z 126.00 20.59%
217.0
5000 108.0
63.0
o0 it zesoy | S W———
m/z--> 50 100 150 200 250 300 350 16.00 16.50

8270-BF050922.M Tue May 17 15:54:52 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128240.D

Acqg On : 13 May 2022 15:44

Operator : CG\JU

Sample ¢ N2823-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 8 unknownl6.562 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.562 30.89 ng 573388  Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual

uih wNnPE
A WwhN

-[2-Thienyl]-4-acetyl quinoline
-Cyclopropyl-5-fluoro-1-oxobenz..
-(3-Fluorobenzyl)-6-methyl-2-pr...
enzimidazol-5-amine, 1-(4-ethox...
-(2-Formylhydrazino)-N,N'-bis(i...

253 C15H11NOS

. 297 C17H12FNO3
282 C18H19FN2
253 C15H15N30
253 C10H19N70

Abundance Scan 2427 (16.562 min): BF128240.D\data.ms (-2421) (. m/z
253.1

027302-83-6 22
1000435-59-2 17
1000457-96-1 16
007104-62-3 16
084305-82-8 16

253.10 100.00%

5000 127.1 A
s 175.0 3181 A I |
Pl Las
B SR U NN 0 T W - - IV S m/z 127.10  50.32%
miz--> 50 100 150 200 250 300
Abundance #139371: 2-[2-Thienyl]-4-acetyl quinoline
253.0
5000{ 430 210.0 - A ‘
’ 16.50
m/z 254.10 32.53%
101.0
L e |
0\\\Hi‘\“‘\h\‘”\“‘\\‘\ ‘1’\‘\‘\‘\‘\‘\\‘\“\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance #195303: 4-Cyclopropyl-5-fluoro-1-oxobenzo[flquinoline-:
253.0 /\
: —
41.0 16.50
5000 ITI/Z 252.10 30.11%
297.0
157.0
9&0‘
ol ““ ‘\7‘%'0‘ - \]"2‘3‘\0‘ : ‘W “M“ ‘H ‘\w“ }\‘ R \‘ T
miz--> 50 100 150 200 250 300 A
Abundance #176162: 3-(3-Fluorobenzyl)-6-methyl-2-propylimidazo[1, ; et ‘
258.0 16.50
m/z 115.05  28.09%
5000
920 1500
0 39‘0‘ L ““v bk by 2120, i““ L =
m/z--> 50 100 150 200 250 300 16.50

8270-BF050922.M Tue May 17 15:54:53 2022
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128240.D

Acqg On : 13 May 2022 15:44
Operator : CG\JU

Sample ¢ N2823-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 9 G5-Hexen-1-one, 1-(1H-imidaz... Conce
R.T. EstConc Area Relative to IS
16.764 5.21ng 96643 Perylene-d12
Hit# of 5 Tentative ID MW MolForm
1 5-Hexen-1-one, 1-(1H-imidazol-4-... 192 CLIH16N20

2 thiazolo[5,4-b]pyridin-2-amine, ... 191 C9HSN3S

3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220

4 4H-Benzo[def]carbazole 191 C14HSN

5 4-Fluoro-3-trifluoromethylbenzoi... 418 C23H34F402

Abundance Scan 2451 (16.704 min): BF128240.D\data.ms (-2447) (-

arch Compound Report

BF050922.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 9

L) R.T.

""""" 15.557
CASH# Qual

069393-41-5 51
1000400-23-3 50
000127-43-5 46
000203-65-6 43
1000338-69-2 38

m/z 191.15 100.00%

191.2
95.1
5000
—— —
ALk L zssom suz e des0 170
o) m— ‘ I Hu“ ‘h\‘hu \‘u A\HN“\ u\‘hh“‘ L ‘H ‘m‘ - e ‘\‘ ‘\‘ ITI/Z 95.10 57.31%
m/z--> 50 00 150 200 250 300 350 400
Abundance #66529: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethy
95.0
5000 s 1700
41.0 . .
192.0
4 m/z 81.10 52.94%
0 \\“‘\ U““‘L‘\“‘\Mh‘\ \h \‘\\“M\ﬁ\‘\ L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #66125: thiazolo[5,4- b]pyrldln 2-amine, N-2-propen-1-yl-
91.0
—— —
16.50 17.00
5000 m/z 69.10 24.04%
39.0 123.0
o | U\u‘ ‘MH‘\H \‘h \h \“\‘MH‘ “‘ ‘\h\‘\h \‘ AR REEEEERR RN
m/z--> 50 100 150 200 250 300 350 400
Abundance #82808: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen- P ——
191.0 16.50 17.00
m/z 137.05 21.71%
5000 570
‘ 121.0
ol o L S
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

8270-BF050922.M Tue May 17 15:54:54 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128240.D

Acqg On : 13 May 2022 15:44
Operator : CG\JU

Sample ¢ N2823-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1@ Binaphthyl sulfone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.104 12.42 ng 230518 Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Binaphthyl sulfone

2 Oxazolo[4,5-b]pyridine-6-carboni..
3 Adipic acid, monoamide, N-(2-chl...

4 2,2'-Dithiodi[3-pyridinol]

5 4H,7H-Pyrazolo[3,4-b]pyran-5-car...

318 C20H1402S
. 253 C14H11N302
353 C19H28CINO3
252 C10H8N202S2
253 C13H11N50

032390-26-4 50
1000259-79-0 38
1000324-08-6 35
068750-09-4 22
132813-99-1 14

Abundance Scan 2519 (17.104 min): BF128240.D\data.ms (-2513) (-  m/z 175.00 100.00%

o

175.0
127.1
318.1
5000
77.0 252.1
40 \ 212.0 h 355.. 1700 1750
ol 209l Ll WLl 2120 L 3550 ) 15705 79.47%
mlz--> 50 100 150 200 250 300 350
Abundance #222364: Binaphthyl sulfone
127.0 1750
5000
318.0 17 00 17 50
253.0 m/z 318.05 68.52%
1
0 LI ‘ LI \‘ ‘ L ‘ T \h\ T ‘ L ‘H\ LI ‘ T ‘\ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #139238: Oxazolo[4,5-b]pyridine-6-carbonitrile, 4,7-dihyd
175.0
s —
17.00 17.50
5000 m/z 115.00  36.65%
42.0 128.0 252.0
miz--> 50 100 150 200 250 300 350

Abundance #262519: Adipic acid, monoamide, N-(2-chlorophenyl)-, h
127.0 1700 1750

m/z 126.05 27.63%

5000
318.0
57.0 ‘ 169.0 238.0
0 Ll H ‘ il | ‘\ | M ‘\ I 35\5"

m/z--> 50 100 150 200 250 300 350 1700 1750

8270-BF050922.M Tue May 17 15:54:55 2022 Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128240.D

Acqg On : 13 May 2022 15:44
Operator : CG\JU

Sample : N2823-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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|
Ethanol, 2-butoxy- 5.851 125.8 ng 2082680 1 6.887 331227 20.0
1-Hexanol, 2-et... 6.963 375.1 ng 6213000 1 6.887 331227 20.0
Dodecane, 2,7,1... 10.828 6.0 ng 163992 4 11.416 546028 20.0
Octadecane 11.263 7.9 ng 215416 4 11.416 546028 20.0
Decane, 3,6-dim... 11.292 3.6 ng 98804 4 11.416 546028 20.0
Cyclohexane, 1,... 13.857 5.4 ng 88104 5 14.063 326457 20.0
unknownl16.180 16.180 5.2 ng 97237 6 15.557 371287 20.0
unknownl16.562 16.562 30.9 ng 573388 6 15.557 371287 20.0
5-Hexen-1-one, ... 16.704 5.2 ng 96643 6 15.557 371287 20.0
Binaphthyl sulfone 17.104 12.4 ng 230518 6 15.557 371287 20.0
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