LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39188.D

Acqg On : 28 Mar 2023 20:22
Operator : CG/JU

Sample : 02106-01

Misc

ALS Vvial : 10 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 M\Methods\8270-BM@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39188.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.028 289 296 303 rVB 1755955 2435028 20.56% 4.384%
2 5.493 369 375 386 rVB 3984612 5708305 48.19% 10.278%
3 6.798 584 597 608 rBV 263830 527249  4.45% ©.949%
4 7.104 640 649 662 rVB 3660257 5816997 49.11% 10.474%
5 7.934 777 790 796 rBV 1161449 1865265 15.75% 3.359%

6 9.104 981 989 996 rBV 2241728 3694880 31.19% 6
7 10.745 1259 1268 1275 rBV 1346954 2239821 18.91% 4
8 12.386 1541 1547 1557 rBV 541349 918480 7.75% 1.654%
9 13.204 1676 1686 1694 rBV 5179426 7525652 63.53% 13.
0 14.404 1887 1890 1897 rVB4 454976 753590 6.36% 1

11 14.580 1915 1920 1928 rVB 2151628 3308436 27.93% 5.957%
12 16.321 2212 2216 2220 rVB 6242088 8898543 75.12% 16.023%
13 17.151 2353 2357 2361 rVB 8010126 11845005 100.00% 21.328%

Sum of corrected areas: 55537251
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39188.D

Acq On : 28 Mar 2023 20:22
Operator : CG/JU

Sample : 02106-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM039188.D\data.ms
3e+07

2.5e+07
2e+07
1.5e+07
le+07

5000000 5.493 7.104

5 028 9.104 1074
6.798 7.934 0.r45

A
0 T ‘ T T T ‘ T T T T ‘ T T 1T ’ T T 1T ’ T T T T ’ T 1T ’ T T ‘ T T ‘ T r T ‘ T r T ‘ T T 1T ‘ T T T ‘ T 1T ‘ T T 17T ‘ T ‘ T T 1T ‘ T T T T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM039188.D\data.ms
3e+07

17.151

2.5e+07

2e+07
16.321

1.5e+07

1le+07

13.204
5000000 14.580

12.386 14.404

O T e T T T T T
Time-> 12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM039188.D\data.ms
3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

O T ‘ T T ’ T T ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39188.D

Acq On : 28 Mar 2023 20:22
Operator : CG/JU

Sample : 02106-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.028 26.11 ng 2435030 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 296 (5.028 min): BM039188.D\data.ms (-289) (-) m/z 43.00 100.00%
43.0
5000
101.0 T T
| ‘ 4.80 5.00 5.20 5.40
ol b oy 1819 2000  28LU /7 59.e0  60.30%
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B I L L
4.80 5.00 5.20 5.40
101.0 m/z 101.00 22.88%
O T T H\‘ ‘\h ’ T \‘ T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R e
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.54%
101.0
ool L L
m/z--> 50 100 150 200 250
Abundance #4529: 2,3-Butanedione, monooxime “‘w““\“‘w““\“
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.63%
5000
101.0
S (VN S O B e s S S
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39188.D

Acq On : 28 Mar 2023 20:22
Operator : CG/JU

Sample : 02106-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Heptanone, 6-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.798 5.65 ng 527249 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 83
2 Butanimidamide 86 C4H1ON2 000107-90-4 59
3 2-Isopropyl-5-oxohexanal 156 C9H1602 015303-46-5 56
4 2-Octanone 128 C8H160 000111-13-7 53
5 2-Hexanone 100 C6H120 000591-78-6 53
Abundance Scan 597 (6.798 min): BM039188.D\data.ms (-584) (-) m/z 43.00 100.00%
43.0

e ARAEEES B

| 71‘-0 0 s 6.40 6.60 6.80 7.00 7.20
bl AL 12280 1648 207.0 sz 57.95  64.55%

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

Abundance #14374: 2-Heptanone, 6-methyl-

43.0
5000 [T T rrrryrT
6.40 6.60 6.80 7.00 7.20
m/z 41.00 18.49%
150 | 10950 o)
O\\‘\“\‘\‘\\“H\\“M‘\\“\\‘\‘\\‘f‘\\‘\\‘\}\.\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1814: Butanimidamide
58.0
e ARREEEE T
6.40 6.60 6.80 7.00 7.20
5000 m/z 71.00 14.54%
m ‘ 85.0
S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33765: 2-Isopropyl-5-oxohexanal e R
43.0 6.40 6.60 6.80 7.00 7.20
m/z 95.05 10.23%
5000
71.0
e
Ol el e e e R R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39188.D

Acq On : 28 Mar 2023 20:22
Operator : CG/JU

Sample : 02106-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Ethyl cyclopropanecarboxylate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.386 8.20 ng 918480  Naphthalene-d8 10.745
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethyl cyclopropanecarboxylate 114 CéH1e02 004606-07-9 50
2 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 36
3 Oxazole 69 C3H3NO 000288-42-6 9
4 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 9
5 3-Methyl-3-(3-hydroxy-3-methylbu... 190 C10H2203 1000432-16-8 9

Abundance Scan 1547 (12.386 min): BM039188.D\data.ms (-1541) (- | m/z 69.00 100.00%
69.0
5000 A/\vaJ\f
39,0 == —
“ ‘1OT'O 1539 ( 12.00 12.50
Ol b by 2939 2069 280 y/2 41,00 25.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
5000 — —
12.00 12.50
29.0 m/z 39.00 17.53%
| a0
O\\‘\‘\‘\H‘\H\’\H\’HH‘HH‘H\\‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0
P P
12.00 12.50
5000 m/z 103.00 15.93%
39.0
SR VIR N — [ R—
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #545: Oxazole - e
69.0 12.00 12.50
m/z 87.00 15.86%
5000
40.0 \vmv/\/\wywﬁ
om‘H‘w‘hm‘,‘1‘”,"H‘w‘H‘Ww‘m,"H_MWWW,H — A
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39188.D

Acq On : 28 Mar 2023 20:22
Operator : CG/JU

Sample : 02106-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 unknownl4.404 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.404 4.56 ng 753590  Acenaphthene-di0 14.580
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Dodecanediol 202 C12H2602 001119-87-5 43
2 Cyclohexane, 1,1',1"''-(1-ethanyl... 276 C20H36 055682-86-5 38
3 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 25
4 Cyclopentanecarboxylic acid, 4-p... 324 C21H4002 1000280-59-2 22
5 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 18
Abundance Scan 1890 (14.404 min): BM039188.D\data.ms (-1887) (- | m/z 193.10 100.00%
69.1 193.1
5000 123.1
390 150
o ‘;“‘u“wuwwlﬁﬁghl‘ 2231 2804 u; 69.10  87.36%
miz--> 50 100 150 200 250
Abundance #77809: 1,2-Dodecanediol
550/ 9710
5000 1
171.0 14.50
m/z 83.10 83.56%
01\5‘\0“\“ “““1‘ M‘ ‘\H“\M‘ l270 T T LA s
miz--> 50 100 150 200 250
Abundance #168923: Cyclohexane, 1,1',1"-(1-ethanyl-2-ylidene)tris-
55.0
——
97.0 14.50
m/z 55.00 82.53%
5000 193.0
40l L amo | 200 ameo
miz--> 50 100 150 200 250
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl- ——
550, 97.0 14.50
m/z 97.10 80.67%
5000
el mo .
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39188.D

Acq On : 28 Mar 2023 20:22
Operator : CG/JU

Sample : 02106-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.321 15.03 ng 8898540  Phenanthrene-d10 17.339
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 94
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
3 Decane, 5-propyl- 184 C13H28 017312-62-8 64
4 Heptane, 3-ethyl-5-methyl- 142 C1leH22 052896-90-9 64
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 59
Abundance Scan 2216 (16.321 min): BM039188.D\data.ms (-2212) (-~ | m/z 57.10 100.00%
57.1
5000 Mh
— ——
‘ ‘ ]‘-1‘31 1832 16.00 16.50
(- “‘ LA L 2e8 L T 24422819 3298 n/; 71.10  86.81%
miz-> 100 150 200 250 300
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 — ——
16.00 16.50
113.0 m/z 43.10 47.36%
‘ ‘ 183.0
o180 | Wi, T 20 280
miz—-> 50 100 150 200 250 300
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
— ——
16.00 16.50
5000 m/z 85.10 33.96%
113.0
ok ‘\“ \!\‘H“ \’ M‘H‘\ ] \]\-8\3\'0‘ LB e s B O L wa\/
m/z--> 50 100 150 200 250 300
Abundance #59032: Decane, 5-propyl- “ T
57.0 16.00 16.50
m/z 41.10 18.58%
5000 MM
112.0
owwwmu“‘\uh_‘lﬁ“;o‘m‘_m,m‘ — S—
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39188.D

Acq On : 28 Mar 2023 20:22
Operator : CG/JU

Sample : 02106-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.151 20.00 ng 11845000  Phenanthrene-d10 17.339
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
3 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 83
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
5 Tridecane, 2-methyl- 198 C14H3e 001560-96-9 72

Abundance Scan 2357 (17.151 min): BM039188.D\data.ms (-2353) (- | m/z 57.10 100.00%

57.1
5000

99.1 —— —
17.00 17.50

412 1832
- “J‘Juk‘w L8 52162 2833 291.C  n/; 71.10  94.38%

miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000 — e
17.00 17.50

m/z 85.10 54.16%

T 2\6\\0\ ’ ‘ H‘ H \‘ T \ \ L T \]_8\‘3.\0“ T T T \25‘3‘\0\ T T
m/z--> 50 100 150 200 250
Abundance #168307: 2-Bromotetradecane
57.0

—
17.00 17.50

o

5000 m/z 43.10 40.59%
99.0
410 197.0
0 ‘?Qbﬂ‘u‘m‘h““ |4 TE S
m/z--> 50 100 150 200 250
Abundance #123968: Hexadecane, 7-methyl- —— —
57.0 17.00 17.50

m/z 41.10 17.99%

5000 /\_\ﬂﬂ/Jw
I

112.0
154.0
h ) [ 225.0

— ——
miz--> 50 100 150 200 250 17.00 17.50

0 ‘\ “\ H\ \H‘ \
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32823\
Data File : BM@39188.D

Acqg On : 28 Mar 2023 20:22
Operator : CG/JU

Sample : 02106-01

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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-... 5.028 26.1 ng 2435030 1 7.934 1865270 20.0
2-Heptanone, 6-... 6.798 5.7 ng 527249 1 7.934 1865270 20.0
Ethyl cycloprop... 12.386 8.2 ng 918480 2 10.745 2239820 20.0
unknownl4.404 14.404 4.6 ng 753590 3 14.580 3308440 20.0
Pentadecane, 2,... 16.321 15.0 ng 8898540 4 17.339 11845000 20.0
Hexadecane, 2,6... 17.151 20.0 ng 11845000 4 17.339 11845000 20.0
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