LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acqg On : 14 Dec 2022 19:28
Operator : CG/JU

Sample : N6001-06

Misc :

ALS Vvial : 11  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_ G\Methods\8270-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55966.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.399 14 19 30 rBB 75825 106499 14.55% 1.664%
2 5.409 357 361 366 rBB2 5435 7748 1.06% 0.121%
3 5.885 436 442 448 rBB 56551 85431 11.67%  1.335%
4 7.489 709 715 722 rBB 40852 67959  9.28% 1.062%
5 8.370 859 865 871 rBB 35742 56566 7.73% 0.884%
6 9.539 1057 1064 1071 rBB 65488 115882 15.83% 1.810%
7 11.202 1340 1347 1354 rBB 47597 82766 11.31%  1.293%
8 13.605 1749 1756 1763 rBB 271946 411061 56.16% 6.422%
9 14.980 1982 1990 1995 rBB 100516 155389 21.23% 2.427%
10 16.455 2234 2241 2248 rVB 327536 496744 67.87% 7.760%
11 17.712 2449 2455 2462 rBV 162000 240519 32.86% 3.757%
12 18.164 2527 2532 2540 rBvV2 14746 23557 3.22% 0.368%
13 18.564 2596 2600 2604 rVB 6563 8425 1.15% 0.132%
14 19.351 2729 2734 2741 rVB 95801 123152 16.83% 1.924%
15 19.721 2791 2797 2801 rBV3 6381 8678 1.19% 0.136%
16 20.133 2863 2867 2872 rVB 16836 20569  2.81% 321%

17 20.286 2888 2893 2902 rBV 483074 731941 100.00% 11.
18 20.409 2908 2914 2919 rBV2 317074 566310 77.37%
19 20.474 2919 2925 2928 rVWVW2 274451 472092 64.50%
20 20.515 2928 2932 2936 rVW 201243 267264 36.51%

AN ®ORO®
o
B
N
S

21 20.603 2936 2947 2950 rVVv4 240342 668543 91.34% 10.444%

22 20.673 2954 2959 2963 rVW 414331 526188 71.89%  8.220%
23 20.703 2963 2964 2966 rVV 29272 27907 3.81% 0.436%
24 20.738 2966 2970 2976 rVB 226719 273979 37.43%  4.280%
25 20.855 2987 2990 2992 rBV 9118 11845 1.62% ©.185%
26 21.202 3043 3049 3051 rBv4 7483 9268 1.27% 0.145%
27 21.608 3115 3118 3122 rVB4 6950 8863 1.21% ©.138%
28 21.807 3148 3152 3159 rVB 12230 17089 2.33% 0.267%
29 22.019 3181 3188 3195 rVvv2 190501 330577 45.16% 5.164%
30 22.113 3199 3204 3207 rVWV 22183 35252 4.82% ©.551%
31 22.183 3207 3216 3225 rVB4 40149 88292 12.06% 1.379%
32 25.515 3772 3783 3798 rVB2 119356 354891 48.49%  5.544%

Sum of corrected areas: 6401246
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acq On : 14 Dec 2022 19:28
Operator : CG/JU

Sample : N6001-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055966.D\data.ms
400000
300000
200000

100000

.399
9.539

5.409

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055966.D\data.ms

20.286
20.673
400000

16.455 20.409

300000 13.605 20.474

200000

17.712

100000 14.980 19.351

03
] 18.164g 564 19.72f0-ﬁ 85512021 8bB6F:

L s e e OO
Time--> 1350 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG055966.D\data.ms

.183
113

fpi
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200000

25.515
100000

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acq On : 14 Dec 2022 19:28

Operator : CG/JU

Sample : N6001-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.399 37.65 ng 106499 1,4-Dichlorobenzene-d4 8.370
Hit# of 5 Tentative ID MW MolForm CAS# Qual

utane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78

1B
2 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 36
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 36
4 2-Pentanol, acetate 130 C7H1402 000626-38-0 23
5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 17
Abundance  Scan 19 (3.399 min): BG055966.D\data.ms (-14) (-) m/z 73.00 100.00%
73.0
43.0
5000
87.1
T
H L 3.40 360 3.80
0 wH‘W‘H‘_‘Hpmwuu‘W‘M‘_‘A‘HH,H‘W‘H‘_‘HW‘H m/z 43.00 53.91%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B B B B
43.0 3.40 3.60 3.80
‘ 87.0 m/z 87.10 32.16%
29.0
O \‘HH“\\H“\H\‘\f\fg‘\o\\\“\}\\‘H\\‘HH’\H\‘HH‘HH’\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15755: 3-Hexanol, 2,4-dimethyl-
73.0
45'0 T ‘ T LI T LI ‘ L
3.40 360 3.80
5000 87.0 m/z 55.10 31.84%
29.0 %
0,,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol AR
3. 3.40 360 3.80
87.0 m/z 41.00 18.76%
5000 41.0 55.0
27.0
ob |, ‘ 112.0 129.0
wH‘W‘Hw‘HW‘H‘_H‘_H‘_‘H_‘HV‘H‘HH‘HH,H“ “‘ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.40 3. 60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acq On : 14 Dec 2022 19:28
Operator : CG/JU

Sample : N6001-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 unknown5.409 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.409 2.74 ng 7748 1,4-Dichlorobenzene-d4 8.370

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 43
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9
3 Diacetamide 101 C4H7NO2 000625-77-4 7
4 N-(n-Propyl)acetamide 101 C5H11INO 005331-48-6 5
5 Acetone 58 C3H60 000067-64-1 5

Abundance Scan 361 (5.409 min): BG055966.D\data.ms (-357) (-) m/z 43.00 100.00%

43.0
59.0
5000
1011 (LR R RN R
5.00 5.20 5.40 5.60 5.80
Ol e e e M/Z 59.00 59.51%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9299: Oxirane, [(1-methylethoxy)methyl]-
43.0
59.0
29.0
5000 | LN RN B
5.00 5.20 5.40 5.60 5.80
101.0 . .14%
73.0 m/z 58.00 19.14
1Nl M‘ H‘ ‘ 86.0
O\\‘\\\\‘\\\w‘\\\\’\\\1"\\\\‘\}\\‘\\}\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
R R RaR R
5.00 5.20 5.40 5.60 5.80
5000 59.0 m/z 101.10 18.08%
101.0
0 SJTO L m 73.0 83\'0 |
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4516: Diacetamide B R
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 9.95%
5000 59.0
73.0
101.0
0y 28? J‘ v v \ \86D\ I \
-7 P b
m/z--> 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acq On : 14 Dec 2022 19:28
Operator : CG/JU

Sample : N6001-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 unknownl9.351 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.351 10.24 ng 123152  Phenanthrene-di0 17.712
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 di[1-(3,4-methylenedioxyphenyl)-... 355 C21H25N0O4 1000378-88-6 47
2 Piperonyl piperazine 220 C12H16N202 032231-06-4 43
3 Hydrazine, 2-[fluorobis(1-methyl... 220 C10H25FN2Si 066436-26-8 38
4 8-Fluoro-4-hydroxyquinoline 163 C9H6FNO 063010-71-9 38
5 4-0Oxa-3,5-diazatetracyclo[11.4.0... 220 C14H8N20 000236-07-7 30
Abundance Scan 2734 (19.351 min): BG055966.D\data.ms (-2729) (- | m/z 220.10 100.00%
163.0 220.1
5000
— ——
19.00 19.50
0! LTT m/z 163.00 88.01%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #264773: di[1-(3,4-methylenedioxyphenyl)-2-propyljmethy
220.0
163.0
5000 1900 1950
135.0 : : .
77.0 105.0 ITI/Z 135.00 69.497%
0 \1\13\.(\)‘\‘1“\‘\‘\\“‘HH\“\“\H‘\H“H\‘1\\“1\\\‘%\9\2\.0‘\\\\‘\H
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #98594: Piperonyl piperazine
135.0
- ——
19.00 19.50
5000 m/z 162.00 44 .78%
56.0 770 220.0
‘ ‘ 105.0 178.0
SV AR W S PR AR S
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #98274: Hydrazine, 2-[fluorobis(1-methylpropyl)silyl]-1,1- — —
163.0 220.0 19.00 19.50
107.0 m/z 108.00  25.38%
5000
135.0 ‘
R L S I S — —
m/z--> 40 60 80 100 120 140 160 180 200 220 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acq On : 14 Dec 2022 19:28
Operator : CG/JU

Sample : N6001-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

0.409 34.26 ng se6310 Chrysene-d12 22.019
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H3003 002315-61-9 53
2 2,8-Diazaspiro[4.5]decane-1,3-di... 272 C13H21CIN202 132168-96-8 53
3 1-Dichloromethyldimethylsilyloxy... 306 C14H24C120Si  1000283-10-5 38
4 Mono-4-methylpentan-2-yl phthala... 364 C20H3204Si 1000373-88-2 37
5 Silane, dimethyldi(hex-4-yn-3-yl... 252 C14H2402Si 1000347-92-8 33

Abundance Scan 2914 (20.409 min): BG055966.D\data.ms (-2908) (- | m/z 223.10 100.00%

223.1
5000
134.9
—e
90 919 ‘ 279.1 20.50
0 bl ey 2770 1 b m/z 134,95 30.25%
miz--> 50 100 150 200 250 300

Abundance #191710: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenc
223.0

—

135.0
5000 U
20.50
m/z 237.10 20.10%
40 910 /
O T T \M‘ ‘ “‘\ H\ ‘“\‘ ‘\‘“ ‘H“\m”\ \‘H\ ‘ %7\3-\0\ ’ T T T T ‘ T T \29\‘4‘.0\
miz--> 50 100 150 200 250 300
Abundance #162885: 2,8-Diazaspiro[4.5]decane-1,3-dione, 8-(2-chlo
223.0
-
20.50
5000 ITI/Z 224.10 14.91%
42.0 181.0
ot 240, 100 T || 220
miz--> 50 100 150 200 250 300
Abundance #206338: 1-Dichloromethyldimethylsilyloxymethyladaman b
2238.0 20.50

m/z 45.00 13.52%

5000
149.0

75.0
0 41.0 . “h \9'0\77‘0 - I
L 0 L S s s L R e —
m/z--> 50 100 150 200 250 300 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acq On : 14 Dec 2022 19:28
Operator : CG/JU

Sample : N6001-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 unknown20.474 Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
20.474 28.56 ng 472092  Chrysene-d12 22.019
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Coumarine, 6-amino-3-phenyl- 237 CISHLINO2  021408-16-2 38

2 (E)-2-Fluoro-3-(4-N,N-dimethylam... 237 C13H16FNO2 110915-65-6 38
3 7-Amino-3-phenylcoumarin 237 C15H11NO2 004108-61-6 38
4 3'-(Trifluoromethyl)[1,1'-biphen... 279 C15H12F3NO 1000512-87-1 35
5 Pyrazolo[1,5-a]pyrimidine, 5,6-d... 279 C18H21N3 1010273-96-0 35

Abundance Scan 2925 (20.474 min): BG055966.D\data.ms (-2919) (- | m/z 237.10 100.00%
23f.1

-

5000
45.0 107.0 279.1
19. R
‘ ‘ r TO 165 | 20.50
ob——d ‘”m by ‘1“ ““‘w‘“‘v uhw hi i “‘ T - ‘ ! m/z 223.10 62.41%
m/z--> 50 100 150 200 250 300
Abundance #119804: Coumarine, 6-amino-3-phenyl-
237.0
5000 1 7
180.0 20.50
90.0 m/z 209.10  45.61%
51.0 | ‘ 127.0 | |
oL— \‘ [\”h ‘\‘h ‘H‘\‘ i “dh‘\‘ \h‘ | ‘\‘\ Al ‘\ . ! RN
miz--> 50 100 150 200 250 300

Abundance #119595: (E)-2-Fluoro-3-(4-N,N-dimethylaminephenyl)-pr
237.0

-

—
20.50

5000 m/z 279.10 25.56%
29.0 1010 1480, 9290
ol B0 L MR L
miz--> 50 100 150 200 250 300 K
Abundance #119795: 7-Amino-3-phenylcoumarin R
237.0 20.50
m/z 45.00  22.94%
5000
105.0 180.0
69.0 ‘ ‘
Moy 7 . 0 I i
m/z--> 50 100 150 200 250 300 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acq On : 14 Dec 2022 19:28

Operator : CG/JU

Sample : N6001-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 (E)-2-Fluoro-3-(4-N,N-dimet... Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
20.515 16.17 ng 267264  Chrysene-d12 22.019
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (E)-2-Fluoro-3-(4-N,N-dimethylam... 237 C13H16FNO2 110915-65-6 58
2 3-(3-Aminophenyl)-2H-1-benzopyra... 237 C15H11NO2 292644-31-6 53
3 7-Amino-3-phenylcoumarin 237 C15H11NO2 004108-61-6 53
4 Pyrazolo[1,5-a]pyrimidine, 5,6-d... 279 C18H21N3 1010273-96-0 52
5 3'-(Trifluoromethyl)[1,1'-biphen... 279 C15H12F3NO 1000512-87-1 47

Abundance Scan 2932 (20.515 min): BG055966.D\data.ms (-2928) (-
237.1

5000
279.1
45.0 107.0 149.0
ob— “h“\\““ by ‘1“ ‘M‘“‘hq\ b “i ‘ ‘\‘19‘.\5" - ‘\ “ ol -
miz--> 50 100 150 200 250 300
Abundance

m/z 237.10 100.00%

il

=
20.50

#119595: (E)-2-Fluoro-3-(4-N,N-dimethylaminephenyl)-pr
237.0

5000
29.0 1010 1480 1929
Ot “\ - “Gﬁl(\)“\‘ f “L by ” - \“‘H“ \h‘ Tt “\“ T 1 T “\ LA
miz--> 50 100 150 200 250 300
Abundance #119834: 3-(3-Aminophenyl)-2H-1-benzopyran-2-one

m/z 209.05 51.58%

J\\/\N\ML\A
20.50

m/z 279.15 30.77%

237.0 }L
e ‘
20.50
5000 m/z 107.00 21.62%
180.0
90.0
1o 0wre |, | | |
b ey wﬂh“‘u‘ e
m/z--> 50 100 150 200 250 300
Abundance #119795: 7-Amino-3-phenylcoumarin T ‘
237.0 20.50
m/z 121.00 21.04%
5000
105.0 180.0
0 ‘ ‘
NI Tiorv I . D D I o
m/z--> 50 100 150 200 250 300 20.50

8270-BG121322.M Thu Dec 15 14:32:30 2022

Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acq On : 14 Dec 2022 19:28

Operator : CG/JU

Sample : N6001-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Acetamide, 2-chloro-N-(4,5-... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
20.603  40.45 ng 668543  Chrysene-d12 22.019
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetamide, 2-chloro-N-(4,5-dihyd... 237 C11H12C1N30 1000337-23-3 53
2 4,6-Difluoro-2-(4-methoxyphenyla... 237 C11H9F2N30 1010070-53-0 50
3 2-(p-(Dimethylamino)phenyl)benzi... 237 C15H15N3 002562-71-2 47
4 Pyrido[2,3-d]pyrimidin-5(8H)-one... 237 C14H11N30 161465-98-1 47
5 1-Phenyl-3-(2-pyridyl)-5- pyrazolone 237 C14H11N30 021683-60-3 43

Abundance Scan 2947 (20.603 min): BG055966.D\data.ms (-2936) (- | m/z 237.10 100.00%
237.1
- AAAJKNA\
107.0 149.0
450 ‘ | 650 | 20 20.50 21.00
bbbk 2950 | L 12981 167,00 19.38%
miz--> 50 100 150 200 250 300
Abundance #119312: Acetamide, 2-chloro-N-(4,5- dlhydro 1-phenyl-1
717.0 7.0
5000 160.0
2050 2100
m/z 149.00 17.71%
42ﬁ> ‘ Hmo ‘
O L T f‘ h\‘”\ ‘\ T ‘HH\ T \M‘ T \099‘ 1 ‘ L T T ‘ T
miz--> 50 150 200 250 300
Abundance #119375: 4,6—D|f|uor0—2—(4—methoxyphenylamino)pyrimidi
237.0
2050 2100
5000 m/z 238.10 16.21%
63.0 116.0 167.0 20? ‘
ol TR
m/z--> 50 100 150 200 250 300
Abundance #119861: 2-(p-(Dimethylamino)phenyl)benzimidazole = =
37.0 20.50 21.00
m/z 45.00 14.36%
5000
118.0
oL 280 630 75530 1930 ) |
P e e e b
m/z--> 50 100 150 200 250 300 2050 2100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acq On : 14 Dec 2022 19:28
Operator : CG/JU

Sample : N6001-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 1,3-Benzodioxole-5-carboxyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.673 31.83 ng 526188 Chrysene-d12 22.019
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H3003 002315-61-9 56
2 1,3-Benzodioxole-5-carboxylic ac... 223 C10H9NO5 099185-29-2 50
3 Tetrazole, 1-(4-ethylphenyl)-5-(... 410 C25H26N6 125038-06-4 47
4 Imidazolidine, 1,3-diphenyl-2-pr... 266 C18H22N2 055320-82-6 40
5 Ethyl 3-[3-amino-5-methoxyphenyl... 223 C12H17NO3 1010213-27-3 40
Abundance Scan 2959 (20.673 min): BG055966.D\data.ms (-2954) (- | m/z 223.05 100.00%
228.1
5000
135.1
— ~—
450 910 20.50 21.00
: 279.1
ol et A0 e m/z 135.05  33.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #191711: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenc
228.0
135.0
5000 e ——
20.50 21.00
150 4 m/z 224.10 15.01%
il 1770 294.0
O \\H’H\H\‘\‘\“‘\H\\\‘\\\\‘\\‘\\‘\\\\“\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #102643: 1,3-Benzodioxole-5-carboxylic acid, 6-acetamin
228.0
— =
163.0 20.50 21.00
5000 ' m/z 45.00 9.74%
,[430 1050 ||
— e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #307964: Tetrazole, 1-(4-ethylphenyl)-5-(1,3-diphenyl-2-i — =
2238.0 20.50 21.00
m/z 107.00 7.34%
5000
77.0
gs0 120 1730 | 2010 30 4w
s e R e e R e P
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acq On : 14 Dec 2022 19:28

Operator : CG/JU

Sample : N6001-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 4,6-Difluoro-2-(4-methoxyph... Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
20.738 16.58 ng 273979  Chrysene-d12 22.019
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4,6-Difluoro-2-(4-methoxyphenyla... 237 C11H9F2N30 1010070-53-0 53
2 Pyrido[2,3-d]pyrimidin-5(8H)-one... 237 C14H11N30 161465-98-1 50
3 Acetamide, 2-chloro-N-(4,5-dihyd... 237 C11H12CIN30 1000337-23-3 42
4 2-[3-(2H-1,2,3-Benzotriazol-2-yl... 323 C18H17N303 096478-09-0 40
5 1-Phenyl-3-(2-pyridyl)-5- pyrazolone 237 C14H11N30 021683-60-3 40

Abundance Scan 2970 (20.738 min): BG055966.D\data.ms (-2966) (- | m/z 237.10 100.00%
237.1
- ﬂAAJ\NA¥
107.0 149.1
45.0 770 ‘ ‘ ) 2050 2100
ol TT0 L 1980 ) | 8081 ;149,65  18.25%
m/z--> 50 100 150 200 250 300
Abundance #119375: 4,6-Difluoro-2-(4-methoxyphenylamino)pyrimidi
237.0
5000
2050 2100
m/z 107.0 17.24%
630 1160 44570 206.0
O\\‘\‘M‘”‘“\“V‘\“\\\“\h\‘\\‘ Ly H \‘\\\\‘\
miz--> 50 100 150 200 250 300
Abundance #119718: Pyrido[2,3-d]pyrimidin-5(8H)-one, 4-methyl-2-p
237.0
2050 2100
5000 ITI/Z 238.10 15.78%
105.0
0999709 “Tasmo asa0 |
mfz--> 50 100 150 200 250 300
Abundance #119312: Acetamide, 2-chloro-N-(4,5-dihydro-1-phenyl-1 P =
77.0 237.0 20. 50 21.00
m/z 11.56%
5000 160.0
107.0
Moy ] o
ol J“‘ NSRS R 11 | E—
m/z--> 50 100 150 200 250 300 2050 2100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acq On : 14 Dec 2022 19:28
Operator : CG/JU

Sample : N6001-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 6-Phenylbenzo[4,5]imidazo[1... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.113 2.13 ng 35252  Chrysene-di12 22.019
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6-Phenylbenzo[4,5]imidazo[1,2-c]... 295 C20H13N3 028381-92-2 64
2 2-Phenyl-2H-phenanthro(9,10-d)tr... 295 C20H13N3 000973-14-8 53
3 2,6-Di[p-cyanophenyl]-4-picoline 295 C20H13N3 1000212-46-7 53
4 N-[1,1'-Biphenyl]-4-yl-2-naphtha... 295 C22H17N 006336-92-1 53
5 3-Formyl-2-hydroxybenzoic acid, ... 310 C14H2204Si2 1000497-41-3 42
Abundance Scan 3204 (22.113 min): BG055966.D\data.ms (-3199) (- | m/z 295.10 100.00%
295.1
5000
45.0 1211 /\ v e
. ’ 22.00 22.50
H‘ %01, 1891 om0 | 5
bt bl b L T m/z 44.95  22.99%
m/z--> 50 100 150 200 250 300
Abundance #193012: 6-Phenylbenzo[4,5]imidazo[1,2-c]-quinazoline
295.C
5000 . */\’“ . o
22.00 22.50
m/z 296.15 19.65%
0 630 1020~ 1910 ‘
T T T ‘ T T H\ T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T \‘ ‘
miz--> 50 100 150 200 250 300
Abundance  #193010: 2-Phenyl-2H-phenanthro(9,10-d)triazole
295. ﬂ
T T ‘ T T A\ T ‘ T
22.00 22.50
5000 m/z 121.05 13.94%
91.0
147.0
ol 410 | | | 1000 265.0 |
e e e e T B e =
m/z--> 50 100 150 200 250 300
Abundance #193009: 2,6-Di[p-cyanophenyl]-4-picoline —HL L ‘“
295.C 22.00 22.50
m/z 89.00 8.72%
5000
ol 510 1020 1470 1920 2520 | )\ nﬂ m
L B e L A B S A s e e e e
m/z--> 50 100 150 200 250 300 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acq On : 14 Dec 2022 19:28
Operator : CG/JU

Sample : N6001-06

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 wunknown22.183 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.183 5.34 ng 88292  Chrysene-d12 22.019
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,3,3-Trimethyl-1-(4'-methoxyphe... 296 C20H2402 108122-20-9 46
2 1-(3-Hydroxy-4-methylphenyl)-1,3... 296 C20H2402 107535-11-5 43
3 2,6-Di[p-cyanophenyl]-4-picoline 295 C20H13N3 1000212-46-7 30
4 6-Phenylbenzo[4,5]imidazo[1,2-c]... 295 C20@H13N3 028381-92-2 25
5 4-(5-Methyl-1H-benzimidazol-2-yl... 295 C17H21N3Si 1000485-94-2 22

Abundance Scan 3216 (22.183 min): BG055966.D\data.ms (-3207) (- | m/z 295.10 100.00%

295.1
50001 45.0
/\ JAN
e \

600 1330 ‘
H ‘ ‘ ‘ 1751 5191 2531 ‘ 22.00 22.50
ST TR 1 ‘1‘”‘”“”‘9‘ b b m/z 281.10  84.67%

m/z--> 40 60 80 100 120 140 160180200220240260280300
Abundance #194511: 1,3,3-Trimethyl-1-(4'-methoxyphenyl)-6-methox
281.0

o

5000
22 00 22 50
133.0 173.0 m/z 45.05 46.44%
O\\‘\\\\‘\\\\‘g\\]-\\o‘\\\‘\“\h\\“\“\\\‘\“‘\‘\\‘\‘\\\\‘\\\\‘\\\\??J\-\?\\\“\\\!“\
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #194521: 1-(3-Hydroxy-4-methylphenyl)-1,3,3,6-tetramet
281.0 /\M
il Waliiie
22.00 22.50
5000 m/z 296.10 20.86%
173.0
133.0 ‘ 251.0 ‘
O e e e b
m/z--> 40 60 80 100120140160180200220240260280300
Abundance #193009: 2,6-Di[p-cyanophenyl]-4-picoline ——
295.0 22 OO 22.50

m/z 133.00  19.45%

5000 N/\J\
147.0
5,510 1020 1470 1920 2260 2660 | WWH I i

m/z--> 40 60 80 100120140160180200220240260280 300 22 00 22. 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121422\
Data File : BG@55966.D

Acqg On : 14 Dec 2022 19:28
Operator : CG/JU

Sample : N6001-06

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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|
Butane, 2-metho... 3.399 37.6 ng 106499 1 8.370 56566 20.0
unknown5.409 5.409 2.7 ng 7748 1 8.370 56566 20.0
unknown19.351 19.351 10.2 ng 123152 4 17.712 240519 20.0
Ethanol, 2-[2-[... 20.409 34.3 ng 566310 5 22.019 330577 20.0
unknown20.474 20.474 28.6 ng 472092 5 22.019 330577 20.0
(E)-2-Fluoro-3-... 20.515 16.2 ng 267264 5 22.019 330577 20.0
Acetamide, 2-ch... 20.603 40.5 ng 668543 5 22.019 330577 20.0
1,3-Benzodioxol... 20.673 31.8 ng 526188 5 22.019 330577 20.0
4,6-Difluoro-2-... 20.738 16.6 ng 273979 5 22.019 330577 20.0
6-Phenylbenzo[4... 22.113 2.1 ng 35252 5 22.019 330577 20.0
unknown22.183 22.183 5.3 ng 88292 5 22.019 330577 20.0
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