LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138794.D

Acqg On : 05 Aug 2024 19:51
Operator : RC/JU

Sample : P3448-03 5X

Misc :

ALS Vvial : 14 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-BF073024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138794.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.052 498 503 511 rBB 7371 10529 3.28% 0.362%
2 5.469 570 574 589 rBB 122676 172331 53.68% 5.924%
3 6.481 742 746 764 rBV 118984 175752 54.74% 6.042%
4 6.846 803 808 813 rBV 226493 277841 86.54% 9.551%
5 7.404 898 903 917 rVB 79986 103881 32.36% 3.571%
6 8.128 1020 1026 1031 rBV 251827 321040 100.00% 11.036%
7 8.204 1036 1039 1042 rVB2 3460 4099 1.28% 0.141%
8 8.416 1072 1075 1079 rVVv2 5721 7112 2.22% 0.244%
9 8.534 1092 1095 1098 rBV3 2667 4041 1.26% 0.139%
106 8.581 1098 1103 1107 rVB3 7425 12660 3.94% 0.435%
11 8.657 1110 1116 1122 rBVS8 5873 13979 4.35% 0.481%
12 8.769 1129 1135 1138 rBV3 7629 14451 4.50% 0.497%
13 8.804 1138 1141 1145 rVB3 7574 10233 3.19% 0.352%
14  8.863 1146 1151 1154 rBVS 5854 9940  3.10% 0.342%
15 8.898 1154 1157 1162 rVV5 3906 6537 2.04% 0.225%
16 8.998 1171 1174 1181 rBV7 5808 11961 3.73% 0.411%
17 9.081 1185 1188 1190 rBV3 4710 5762 1.79% 0.198%
18 9.110 1190 1193 1196 rBV3 9988 13410 4.18% 0.461%
19 9.198 1203 1208 1216 rBV 129488 178289 55.53% 6.129%
20 9.269 1216 1220 1226 rVVv4 30551 45290 14.11% 1.557%
21 9.581 1270 1273 1278 rBvV2 16281 19933 6.21% ©0.685%
22 9.639 1280 1283 1287 rBV4 12080 15957 4.97% 0.549%
23 9.739 1296 1300 1302 rBv2 22282 27329 8.51% 0.939%
24  9.781 1305 1307 1311 rVB3 25414 30658 9.55% 1.054%
25 9.822 1311 1314 1316 rBV3 11341 14947 4.66% 0.514%

26 9.881 1317 1324 1328 rVV 220580 292229 91.03% 10.046%

27 10.281 1389 1392 1396 rBV 27942 30946 9.64% 1.064%
28 10.669 1454 1458 1463 rBV 55085 73955 23.04%  2.542%
29 11.369 1572 1577 1586 rBV 212051 292488 91.11% 10.055%
30 12.580 1779 1783 1788 rVB 52550 65529 20.41% 2.253%
31 12.810 1818 1822 1829 rVB 48246 68052 21.20% 339%

32 12.945 1841 1845 1852 rVB 114433 155997 48.59%
33 14.010 2021 2026 2036 rVB2 164670 263327 82.02%
34 15.474 2270 2275 2283 rVB 99026 158483 49.37%

UTwo U N
(]
U1
N
R

Sum of corrected areas: 2908968
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 05 Aug 2024 19:51
: RC/JU
: P3448-03 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
BF138794.D

14  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80524\
Data File : BF138794.D

Acqg On : 05 Aug 2024 19:51

Operator : RC/JU

Sample : P3448-03 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 wunknown9.269 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.269 3.10 ng 45290  Acenaphthene-d10 9.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Amino-N-hydroxypyrazolo[3,2-c]... 193 C6H7N70 1000443-50-2 38
1,2,4]Triazolo[1,5-a]pyrimidin-... 193 C8H11N50 1000351-50-1 38
-Cyclopenten-1-one, 2,3,4,5-tet... 138 C9H140 054458-61-6 30
-Propanone, 1-(1-cyclohexen-1-yl)- 138 C9H140 000768-50-3 25
4,6-Trimethoxybenzonitrile 193 C10H11NO3 002571-54-2 18

Abundance Scan 1220 (9.269 min): BF138794.D\data.ms (-1216) ( ) m/z 193.15 100.00%

55.1 1938.2
95.1
123.1
5000
S
150.1 9.00 9.20 9.40 9.60
0 ““Jw“_w“”_m‘_““_ m/z 55.10  89.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68153: 4-Amino-N-hydroxypyrazolo[3,2-c][1,2,4]triazine-
193.0
95.0
5000 L B L B L AL B
67.0 9.00 9.20 9.40 9.60
40.0 146.0 m/z 41.16 77.18%
OM
m/z--> 20 80 100 120 140 160 180 200
Abundance #68210. [1,2,4]Tr|azolo[1,5—a]pyrimidin—?—ol, 6-amino-2-et
193.0
SRR R RRRR ARE
54.0 9.00 9.20 9.40 9.60
5000 165.0 m/z 95.10 65.89%
97.0 137.0
NI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #20284: 2-Cyclopenten-1-one, 2,3,4,5-tetramethyl- e EARRaEEES S
95.0 123.0 9.00 9.20 9.40 9.60
m/z 69.05 62.53%
67.0
5000 30.0
0! @HuJWMJH“w“ﬂ“““w“““w““ R SRR,
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138794.D

Acqg On : 05 Aug 2024 19:51
Operator : RC/JU

Sample : P3448-03 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknown9.781 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.781 2.10 ng 30658 Acenaphthene-die 9.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentobarbital 234 C12H14N203 000076-68-6 35
2 2(1H)-Benzocyclooctenone, decahy... 194 C13H220 055103-68-9 30
3 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-98-2 30
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 25
5 6-Methylphenanthridine 193 C14H11N 003955-65-5 25
Abundance Scan 1307 (9.781 min): BF138794.D\data.ms (-1305) (-) m/z 193.20 100.00%
1938.2
41.1
69.1
97.1
5000 FN&
123.1 — i
‘ | H 6511 | | 9.50 10.00
0 ““‘ﬁhuw MW‘J‘H“HL‘A‘W“H‘ m/z 41.10 68.04%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #115674: Cyclopentobarbital
193.0
169.0
67.0
5000 —r— ——
9.50 10.00
m/z 69.10 62.38%
41.0 97.0 133.0
O\\\‘\\\\‘\“\\\“\\‘\‘M‘\m}‘\\‘\\\\‘\\‘\‘\‘\‘\‘\}‘\\!‘\‘\\\\‘?%4\"0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #69323: 2(1H)-Benzocyclooctenone, decahydro-10a-met
55.0
82.0 —— —r—
9.50 10.00
5000 110.0 m/z 55.10 57.04%
194.0
136.0
0 N O LT
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #69427: Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, tre —— —
55.0 9.50 10.00
97.0 m/z 81.10 57.04%
5000
194.0
oL ok L 1230 1660 S
m/z--> 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138794.D

Acqg On : 05 Aug 2024 19:51
Operator : RC/JU

Sample : P3448-03 5X

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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 unknownl@.281 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.281 2.12 ng 30946  Acenaphthene-die 9.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediamine, 4-methoxy- 138 C7H10N20 000615-05-4 46
2 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 43
3 4-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 1000299-15-1 43
4 4-Fluorobenzoic acid, 3-pentadec... 350 C22H35F02 1000280-68-4 43
5 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HON3 000767-15-7 43
Abundance Scan 1392 (10.281 min): BF138794.D\data.ms (-1389) (- m/z 123.10 100.00%
123.1
5000 55.1
95.1
207.2 — .
48.1173.1 10.00 10.50
0+ m/z 55.10 44.,207%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19781: 1,3-Benzenediamine, 4-methoxy-
123.0
5000 —r— —
95.0 10.00 10.50
m/z 109.10 39.23%
15.0 41.0 67.0
O \\‘\‘\\\\‘ih\‘\“\”\‘\w\\“‘\\\\’\\‘\\‘\\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84687: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester
1238.0
—— —
68.0 10.00 10.50
5000 m/z 41.10 38.88%
95.0
41.0
A P B PP
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84685: 4-Fluorobenzoic acid, 3-methylbut-2-enyl ester —— —
123.0 10.00 10.50
m/z 69.10 35.07%
5000 68.0
41.0 95.0
o | 90 1790 2080
e e e e e e e e P P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080524\
Data File : BF138794.D

Acqg On : 05 Aug 2024 19:51
Operator : RC/JU

Sample : P3448-03 5X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.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|
unknown9. 269 9.269 3.1 ng 45290 3 9.881 292229 20.0
unknown9.781 9.781 2.1 ng 30658 3 9.881 292229 20.0
unknown10.281 10.281 2.1 ng 30946 3 9.881 292229 20.0
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