LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131877.D

Acqg On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc :

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_ F\Methods\8270-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131877.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.110 338 344 349 rBV 25912 33619 1.04% 0.184%
2 5.016 494 498 504 rBV 255845 277831 8.60% 1.520%
3 5.428 564 568 579 rBV 1021117 983407 30.44% 5.379%
4 6.445 737 741 750 rBV 719780 615768 19.06%  3.368%
5 6.816 800 804 808 rBV 632127 545297 16.88% 2.982%
6 7.392 891 902 904 rBV 1492308 1831937 56.71% 10.020%
7 7.563 925 931 934 rBV2 26601 35422 1.10% ©.194%
8 7.698 936 954 957 rBV 381304 1114145 34.49% 6.094%
9 7.851 975 980 986 rvB2 89809 88294 2.73% 0.483%
10 8.034 1005 1011 1015 rBV6 36054 69906 2.16% 0.382%
11 8.104 1016 1023 1026 rBV 716235 728943 22.57%  3.987%
12 8.257 1045 1049 1054 rVB3 56768 64003 1.98% 0.350%
13  8.328 1054 1061 1064 rBV3 87515 123904 3.84% 0.678%
14 8.381 1068 1070 1077 rVB7 25661 46594 1.44% 0.255%
15 8.445 1077 1081 1083 rBV3 31132 39853 1.23% 0.218%
16 8.492 1083 1089 1093 rBV6 35828 70340 2.18% 0.385%
17 8.587 1099 1105 1107 rVB2 38719 50049 1.55% 0.274%
18 8.651 1113 1116 1117 rBV2 44158 40221 1.25% ©.220%
19 8.681 1117 1121 1125 rVV3 53867 93815 2.90% 0.513%
20 8.828 1142 1146 1147 rBV3 34678 44030 1.36% 0.241%
21  8.863 1150 1152 1159 rVB4 60346 85564 2.65% 0.468%
22 8.969 1166 1170 1173 rBV4 43080 63879 1.98% 0.349%
23 9.004 1173 1176 1180 rVB 51510 52144 1.61% 0.285%
24 9.192 1199 1208 1210 rBV 3407549 3230273 100.00% 17.668%
25 9.216 1210 1212 1217 rVV4 54491 50631 1.57% 0.277%
26 9.304 1222 1227 1232 rVB6 86270 112677 3.49% 0.616%
27  9.392 1238 1242 1247 rVB2 135601 152448 4.72% 0.834%
28 9.457 1252 1253 1258 rVB4 33464 37835 1.17% 0.207%
29 9.498 1258 1260 1263 rBV3 30717 41366 1.28% 0.226%
30 9.534 1263 1266 1269 rVB3 49433 54095 1.67% ©.296%
31 9.728 1296 1299 1303 rBv4 27109 39584 1.23% 0.216%
32 9.839 1315 1318 1319 rBV2 41572 44926 1.39% 0.246%
33  9.869 1319 1323 1326 rVV 956393 803359 24.87%  4.394%
34 10.086 1358 1360 1364 rVB2 54879 53729 1.66% 0.294%
35 10.151 1369 1371 1375 rBV3 37406 43542 1.35% ©.238%
36 10.339 1400 1403 1405 rBv4 36178 43051 1.33% ©0.235%
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs :

LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
BF131877.D

: 5

: 29 Dec 2022 14:44
: CG\JU
: N6232-08

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

1

0.2
0

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.369 1406 1408 1411 rVV3 39410 40160 1.24% 0.220%
38 10.498 1428 1430 1432 rBV3 38767 40828 1.26% ©.223%
39 10.669 1453 1459 1462 rBV 1869593 1849339 57.25% 10.115%
40 11.186 1545 1547 1549 rVB2 52898 38331 1.19% 0.210%
41 11.363 1573 1577 1580 rBV ~ 939932 775469 24.01%  4.241%
42 11.751 1641 1643 1646 rVB3 47272 34949 1.08% 0.191%
43 11.898 1665 1668 1675 rVB 193992 196855 6.09% 1.077%
44 12.680 1799 1801 1808 rVB2 46767 50634 1.57% ©.277%
45 12.957 1844 1848 1851 rBV 2045733 1875250 58.05% 10.256%
46 13.857 1998 2001 2009 rBV 198913 218274 6.76% 1.194%
47 14.016 2024 2028 2033 rVB 590846 508107 15.73% 2.779%
48 14.104 2040 2043 2045 rBV 83728 91826 2.84% 0.502%
49 14.127 2045 2047 2051 rVB 266567 241453 7.47% 1.321%
50 15.498 2275 2280 2291 rVB 350436 467784 14.48% 2.558%
51 16.015 2365 2368 2376 rVB8 23463 47906 1.48% 0.262%

Sum of corrected areas: 18283646
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 5

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\

BF131877.D
: 29 Dec 2022 14:44
: CG\JU
: N6232-08
Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF131877.D\data.ms

7.392

5.428

6.445 6.816

7.6
5.016

4.110 7.5

2.20 2.40 2.60 2.80 3.00 3.20 3.40 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 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF131877.D\data.ms

9

192

12.957
10.669

530 7283910033198

Time-->

o=24

— — — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF131877.D\data.ms

16.015

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131877.D

Acq On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.016 10.19 ng 277831  1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 498 (5.016 min): BF131877.D\data.ms (-494) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 Rma s e R
‘ 83.0 4.60 4.80 5.00 5.20 5.40
ol il m/z 59.00  61.40%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BB RN
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.00  23.01%
27.0 H 83.0 101.0
O\\\\‘\“\H\\“H\\\‘\‘\!\\“\f!\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0
e R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.61%
101.0
15.0
0 I 1l \“ 6p0 84.0
et e
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R R ANaR R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.30%
5000 41.0
126.0142.0
o] SN H“ SO O it .2 Wi
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131877.D

Acq On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.698 30.57 ng 1114150  Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 80
2 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 50
3 Formic acid, 4,4-dimethylpent-2-... 144 C8H1602 1000368-69-9 43
4 Hexanoyl chloride, 3,5,5-trimethyl- 176 C9H17Cl0 036727-29-4 42
5 4,4-Dimethyl-2-pentanol, chlorod... 228 C9H15C1F202 1000376-27-0 32

Abundance Scan 954 (7.698 min): BF131877.D\data.ms (-936) (-) m/z 57.10 100.00%

57.1
83.0
5000
39(" H 1030 1950 1431 7.40 7.60 7.80 8.00
om‘m“iu“mﬂ‘mwmH“Mm_‘wul”_‘ m/z 83.05 52.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35399: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000
83.0 7.40 7.60 7.80 8.00
41.05 41.59%
29.0 103.0 m/z
M H 1250 1439
O\\\‘\}\\“\‘\\‘ ‘\\‘\\‘}\\\“H\\\\‘\‘\\\“\.\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #35349: 3,3-Dimethylheptanoic acid
57.0
T
7.40 7.60 7.80 8.00
5000 83.0 m/z 56.05 22.98%
29.0 103.0
| ‘ 125.0 143.0
0 bl e el L
m/z--> 20 40 60 80 100 120 140 160
Abundance #24262: Formic acid, 4,4-dimethylpent-2-yl ester e T
57.0 83.0 7.40 7.60 7.80 8.00
m/z 55.05 18.90%
h JJ\J\A/\N
ol 100, 39\“ﬂ L., 1030 1290
T B e B e e R R RRRAE
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131877.D

Acq On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 (+)-2-Bornanone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.851 2.42 ng 88294  Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 86
2 Camphor 152 C1@H160 000076-22-2 38
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1OH160 000464-48-2 35
4 5-Heptenoic acid, 2,6-dimethyl-2... 182 C11H1802 100052-75-3 27
5 Ethyl 2-methylcyclopropanecarbox... 128 C7H1202 020913-25-1 27
Abundance Scan 980 (7.851 min): BF131877.D\data.ms (-975) (-) m/z 95.05 100.00%
95.0
41.1
5000
69.1 115.0
A RAREREESEE
‘ 0 152.1 7.60 7.80 8.00 8.20
ol l ‘ “ ‘W“ ”““ : m/z 41.10  84.47%
m/z--> 20 40 100 120 140
Abundance #29112 (+)2 Bornanone
41.0 95.0
5000 L B L L I L B
69.0 7.60 7.80 8.00 8.20
152.0 m/z 100.00  77.20%
O \].\5‘\.(‘)\\‘\\"“\\“}‘H‘\“!‘\\H
miz—-> 20 40 60 80 100 120 140
Abundance #29042: Camphor
95.0
41.0
7.60 7.80 8.00 8.20
m/z 57.10  69.97%
5000 69.0
152.0
0““‘w ﬁ;‘JM 123.0
miz--> 20 40 60 80 100 120 140
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S N AR RANENE NSy

95.0 7.60 7.80 8.00 8.20
m/z 81.00 59.01%

5000 41.0 69.0
152.0

?

150 il b L Jl 1 12s0 ‘

m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131877.D

Acq On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 1-methyl-1-indanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.328 3.40 ng 123904  Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-methyl-1-indanol 148 C10H120 064666-42-8 76
2 Benzene, 1l-isocyanato-4-methyl- 133 C8H7NO 000622-58-2 60
3 1H-Benzimidazol-2-amine 133 C7H7N3 000934-32-7 53
4 Propan-1-one, 3-(4-chlorophenyl)... 414 C23H20C120S 284493-90-9 52
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11lH16 004706-90-5 50

Abundance Scan 1061 (8.328 min): BF131877.D\data.ms (-1054) (-) m/z 133.00 100.00%

138.0
5000
A
59.0 Coped e e e e
430 770 1051 8.00 8.20 8.40 8.60
) S N ‘;““w““ s “H e bl m/z 59.00  19.43%
miz--> 20 40 60 80 100 120 140
Abundance #26189: 1-methyl-1-indano
138.0
5000 L B LR B B
8.00 8.20 8.40 8.60
m/z 105.05 15.51%
105.0
43.0 77.0
O \\\‘\\\\"\ \‘\‘\ ‘ L “H‘ T \‘\ T “\‘\ \‘\ ‘ T i‘\‘\ ‘]-\419\.0\
miz--> 20 40 60 80 100 120 140
Abundance #16929: Benzene, 1-isocyanato-4-methyl-
138.0
MMWNM,W_M

8.00 8.20 8.40 8.60

m/z 77.00 14.67%
5000 104.0
78.0
51.0 ‘
b 2y e L
miz--> 20 40 60 80 100 120 140
Abundance #16840: 1H-Benzimidazol-2-amine A Raa A EmaREEE
133.0 8.00 8.20 8.40 8.60
m/z 103.00  14.59%
5000
c10 79.0 105.0
o0 M0
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131877.D

Acq On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Phenol, p-tert-butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.681 2.57 ng 93815 Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 91
2 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
3 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 58
4 Imidazo[1,2-c]pyrimidin-5-o0l 135 C6H5N30 055662-66-3 58
5 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 58
Abundance Scan 1121 (8.681 min): BF131877.D\data.ms (-1117) (-) m/z 135.05 100.00%
135.1
5000 107.0 J
e e
39.0 o 770 | 161.1 8.40 8.60 8.80 9.00

0 "‘““‘W“?M]Wu‘mw‘uLiqweuuw“wlp‘u“ﬂ“ m/z 107.00  49.66%

m/z--> 20 40 60 80 100 120 140 160

Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 L L B L B LR
107.0 8.40 8.60 8.80 9.00
m/z 150.00  18.54%
77.0
150 0o O | 1m0

\\\‘\\\\‘\\1\‘\\\\‘\\11‘\\\\‘\\\1‘\\\\‘\\

miz--> 20 40 60 80 100 120 140 160

Abundance #27473: Phenol, m-tert-butyl-

135.0 )L
R R RRRATEEEE et
8.40 8.60 8.80 9.00
5000 m/z 95.00 14.50%
107.0
41.0 770
old80 . o se0 1T L | 120
m/z--> 20 40 60 80 100 120 140 160
Abundance  #28417: Ethanone, 1-(2-hydroxy-5-methylphenyl)-  mmmE e R
135.0 8.40 8.60 8.80 9.00
m/z 77.00 11.21%
5000
107.0
43.0 7.0
0 15.0 | \‘ 1,60.0, 1L ‘ M 1 \2-0
L R RAR e e
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131877.D

Acq On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 6 unknown8.863 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.863 2.35 ng 85564  Naphthalene-d8 8.104

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Caran-4-one, 3-hydroxy- 168 C10H1602 024348-06-9 35
2 Undecenyl tiglate, 10- 252 C16H2802 1000383-56-4 22
3 1-Oxaspiro[2.5]octan-4-one, 2,2,... 168 C10H1602 013080-28-9 20
4 Decan-2-yl (E)-2-methylbut-2-enoate 240 C15H2802 1000373-74-7 14
5 4-Chloro-3-n-hexyltetrahydropyran 204 C11H21ClO0 066555-66-6 12

Abundance Scan 1152 (8.863 min): BF131877.D\data.ms (-1150) (-) m/z 67.05 100.00%

67.0
101.0
41.0
5000 125.0
A AEEmaEEE
‘ ‘ lSF.O 8.60 8.80 9.00 9.20
0" NWMpW‘MMUm‘J‘W‘H‘_‘H“H‘_ m/z 55.00 77.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43000: Caran-4-one, 3-hydroxy-
43.0 67.0
5000 L B R B L L R
97.0 8.60 8.80 9.00 9.20
125.0 m/z 83.00 70.97%
“ ‘ 150.0
O' \\“w‘\\\w\\‘\\‘\l\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #138354: Undecenyl tiglate, 10-
55.0 101.0
e A RARRR R
8.60 8.80 9.00 9.20
5000 m/z 101.00 69.17%
L s
Y O WO 0 1 Y e .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43169: 1-Oxaspiro[2.5]octan-4-one, 2,2,6-trimethyl-, trar R REEE e
41.0 8.60 8.80 9.00 9.20
m/z 41.05 61.21%
690 108.0
5000
150.0
Oy T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131877.D

Acq On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 7 unknown9.304 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.304 2.81 ng 112677  Acenaphthene-di10 9.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 47
2 trans-2-Caren-4-o0l 152 C10H160 004017-82-7 46
3 Metacetamol 151 C8HINO2 000621-42-1 46
4 Benzenamine, 4-propoxy- 151 C9H13NO 004469-80-1 35
5 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 35
Abundance Scan 1227 (9.304 min): BF131877.D\data.ms (-1222) (-) m/z 43.00 100.00%
109.0
5000
151.0
o 550550 540 560

bl ‘\“\‘u M WJ, M Ml 1820 n/z 109.00  68.94%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol

43.0 109.0
151.0
5000 LU B R B L B
9.00 9.20 9.40 9.60
69.0 m/z 151.00 33.94%
O \ T \.‘ \‘\‘\ \"‘ }‘\‘\“\‘H‘ \“\“\ \H“\‘\‘\H\ ’ \ \H‘\‘\ ‘ L \ \ ‘ TT ! T ’ T \‘\ T ‘J\-\g\z\‘o\ TTT ’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29122: trans-2-Caren-4-ol
109.0
A RRmRE L
9.00 9.20 9.40 9.60
5000 41.0 m/z 41.05 31.71%
77.0
137.0
o} N | S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28726: Metacetamol A RAmaa R
109.0 9.00 9.20 9.40 9.60
m/z 161.05 29.18%
5000 151.0
43.0 80.0
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\BF122922\
Data File : BF131877.D

Acq On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 unknown9.392 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.392 3.80 ng 152448  Acenaphthene-di0 9.869

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenepropanenitrile, .beta.-hy... 147 C9H9NO 017190-29-3 49
2 Fenipentol 164 C11H160 000583-03-9 47
3 Benzenemethanol, .alpha.-propyl- 150 C1eH140 000614-14-2 47
4 Benzeneacetic acid, .alpha.-hydr... 166 C9H1003 020698-91-3 43
5 2-Oxazolidinone, 4-methyl-5-phen... 177 C10H11NO2 028044-22-6 43
Abundance Scan 1242 (9.392 min): BF131877.D\data.ms (-1238) ()| | m/z 107.00 100.00%
107.0
5000 57.0 79.0
146.0
1o 9.00 9.20 9.40 9.60 9.80
39/0 100 9.20 9.40 9.60 9.
— “‘(‘w bl i A Je2rol | Mu 1822 nyz 79.00  42.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26161: Benzenepropanenitrile, .beta.-hydroxy-
107.0
79.0
5000 I L L B
9.00 9.20 9.40 9.60 9.80
m/z 57.05 41.14%
51.0
0 29.0 | \‘h I I M 12901470
‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39591: Fenipentol
107.0
R A RRRRARREE
9.00 9.20 9.40 9.60 9.80
5000 m/z 146.00 29.13%
79.0
164.0
oL 270 510 | ] 12801460
R L e e Mmmmane
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27551: Benzenemethanol, .alpha.-propyl-
107.0 9.00 9.20 9.40 9.60 9.80
m/z 77.00 28.38%
5000 79.0
27.0 51‘-0 || 13201500
T R [T
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131877.D

Acq On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 9 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.898 5.08 ng 196855 Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1668 (11.898 min): BF131877.D\data.ms (-1665) (- m/z 73.00 100.00%
431 73.0
5000
129.0
213.2 I Lol
L | H‘ 1711 s 11.50 12.00
Y | o Y ‘MW: bbbk b L m/z 60.00  85.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
167.01g5 02130  256.0 m/z 43.10 83.37%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
— ——
11.50 12.00
5000 m/z 55.00 68.64%
129.0
‘ ‘ 171.0 214.0
0?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid — —
73.0 11.50 12.00
43.0 m/z 57.10 66.82%
5000 129.0
185.0
|
O;QRWAMNJwAmkﬁ“WMNM‘HHMwwwuwHH‘WHMH\M — —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131877.D

Acq On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.857 8.59 ng 218274  Chrysene-d12 14.016
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
Abundance Scan 2001 (13.857 min): BF131877.D\data.ms (-1998) (- m/z 57.10 100.00%
571.1
97.0
5000
o s
39.0 : :
ol A, L “H\ W o 8l12120 25202829 . 43,05 93.14%
m/z--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ——
13.50 14.00
m/z 55.05 91.40%
Jeso) | L i 9390 1620 2230 _ 2800
T T T ‘ \ i \ T ‘ T T \ T ‘
miz--> 50 100 150 200 250 300
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0
P e
97.0 13.50 14.00
5000 m/z 83.10 83.12%
238.0
0 2‘7\“'0\;‘ ol ‘h \FBQ 0\1‘6‘902020 : \‘ = ‘28‘3"0‘
m/z--> 50 100 150 200 250 300
Abundance #292190: Trichloroacetic acid, hexadecy! ester — —
43.0 13.50 14.00
m/z 69.00 77.16%
5000
250
L \ 1550 1960
ol HumHHM“HH_H‘_HW — ——
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131877.D

Acq On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 Triphenylphosphine oxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.104 3.61 ng 91826  Chrysene-d12 14.016
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 50
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11N04S 004094-37-5 46
5 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
Abundance Scan 2043 (14.104 min): BF131877.D\data.ms (-2040) (- m/z 277.05 100.00%
277.1
5000
77.
0 201.0 — S
152.0
46{9 1069 H 221 14.00 14.50
O e J‘u o e m/z 278.10  31.95%
miz--> 50 100 150 200 250
Abundance #171172: Triphenylphosphine oxide
277.0
5000 et et
14.00 14.50
77.0 199.0 m/z 77.00 31.93%
oL4.0 47[0 1070 15f° H |
T T T T ‘ T T T T ‘ T T T T T T \ T T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
—— —
14.00 14.50
5000 m/z 201.00 24.83%
e 152,01830
470 ‘ ‘
S L S = T
m/z--> 50 100 150 200 250
Abundance #169872: Carbazol-1-one, 1,2,3,4-tetrahydro-6-phenoxy- e =
277.0 14.00 14.50
m/z 199.00  21.58%
5000
77.0 221.0
390 1150  165.0 ‘ ‘
[o ) E— L T g Hh‘ ly ‘\H“h“‘\ . ‘h‘\ : U A “ — e =
m/z--> 50 100 150 200 250 14.00 14.50

8270-BF122422.M Fri Dec 30 10:44:28 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\

Data File : BF131877.D

Acq On : 29 Dec 2022 14:44

Operator : CG\JU

Sample : N6232-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 12 (E)-7-Benzylidene-1-azabicy... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

14.127 9.50 ng 241453  Chrysene-d12 14.016
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 98
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N02 299962-12-2 47
5 2-Propenoic acid, 2-cyano-3-(3-p... 277 C18H15NO2 1000080-00-3 43

Abundance Scan 2047 (14.127 min): BF131877.D\data.ms (-2045) (-
277.1

m/z 277.10 100.00%

5000
77.0 201
: e —
304 115 015‘2-0 ‘ H 14.00 14.50
ol i b L f 2401 4 885, /7 278,05 29.37%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — Pt
14.00 14.50
77.0 199.0 m/z 77.05 29.31%
152.0
O \2\7\.0\ ‘}‘ T “\ T ‘ L ““\ T \“\ M T T T ‘ L ’ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

— —
14.00 14.50

5000

#204686: Formaldehyde, (triphenylphosph
27

77.0 183.0

5000 m/z 201.00 21.25%
77.0 183.0
0 39. (- \%zﬁo \‘“‘ L ‘\‘ ‘u 228.0
L e B e s
m/z--> 50 100 150 200 250 300 350
Abundance

oranylidene)hy|
7.0

T e
14.00 14.50
m/z 183.00 21.07%

N

m/z-->

N “ : “\‘ L “““].‘3‘1.‘0‘“‘ : ‘h‘ ‘J\ i ‘\

50 100 150 200 250

T \
300 350 14.00 14.50

8270-BF1224
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131877.D

Acq On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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 13 Cyclopentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.015 2.05 ng 47906  Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentadecane 210 C15H3e 000295-48-7 89
2 1-Pentadecene 210 C15H30 013360-61-7 89
3 n-Heptadecanol-1 256 C17H360 001454-85-9 68
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 68
5 n-Pentadecanol 228 C15H320 000629-76-5 64
Abundance Scan 2368 (16.015 min): BF131877.D\data.ms (-2365) (- m/z 83.05 100.00%
43.0 83.0
5000
N T
| ‘ M 16.00
1 m/z 97.05 93.77%
miz--> 50 100 150 200 250
Abundance #87653: Cyclopentadecane
83.0
41.0 210.0
5000 —— :
16.00
25.0 m/z 43.00 87.62%
ol ‘\“ L\“du\ ‘\\ H \‘ ‘h il I I
m/z--> 50 100 50 200 250
Abundance #87652: 1-Pentadecene
43.0
83.0
N T
16.00
5000 m/z 57.00 76.34%
LT
ol LI LT sno moo
miz--> 50 100 150 200 250
Abundance #143654: n-Heptadecanol-1 T ‘
55.0 16.00
97.0 m/z 69.05 74.73%
e | 1) H | 13901690 21002390
e “‘ — R ——
m/z--> 50 100 150 200 250 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131877.D

Acqg On : 29 Dec 2022 14:44
Operator : CG\JU

Sample : N6232-08

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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-Pentanone, 4-... 5.016 10.2 ng 277831 1 6.816 545297 20.0
Hexanoic acid, 7.698 30.6 ng 1114150 2 8.104 728943 20.0
(+)-2-Bornanone 7.851 2.4 ng 88294 2 8.104 728943 20.0
1-methyl-1-indanol  8.328 3.4 ng 123904 2 8.104 728943 20.0
Phenol, p-tert-... 8.681 2.6 ng 93815 2 8.104 728943 20.0
unknown8.863 8.863 2.4 ng 85564 2 8.104 728943 20.0
unknown9.304 9.304 2.8 ng 112677 3 9.869 803359 20.0
unknown9.392 9.392 3.8 ng 152448 3 9.869 803359 20.0
n-Hexadecanoic ... 11.898 5.1 ng 196855 4 11.363 775469 20.0
5-Eicosene, (E)- 13.857 8.6 ng 218274 5 14.016 508107 20.0
Triphenylphosph... 14.104 3.6 ng 91826 5 14.016 508107 20.0
(E)-7-Benzylide... 14.127 9.5 ng 241453 5 14.016 508107 20.0
Cyclopentadecane 16.015 2.0 ng 47906 6 15.498 467784 20.0
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