LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131401.D

Acqg On : 25 Nov 2022 18:10
Operator : CG\JU

Sample : N5741-08

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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131401.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.257 22 29 35 rVB 1671037 2138553 71.35% 11.159%
2 3.352 209 215 220 rBV 34634 63912 2.13% 0.333%
3 5.169 520 524 530 rBV 218300 237189 7.91% 1.238%
4 5.563 586 591 594 rBV 1351264 1302660 43.46% 6.797%
5 6.563 756 761 764 rBV 966095 828168 27.63% 4.321%
6 6.957 824 828 831 rVB 619646 553809 18.48% 2.890%
7 7.522 918 924 927 rBV 1742054 1723832 57.51%  8.995%
8 7.587 931 935 938 rVB 36569 34653 1.16% 0.181%
9 7.804 967 972 976 rVB2 72517 81290 2.71% 0.424%
10 8.245 1042 1047 1050 rBV 826940 702614 23.44% 3.666%
11  9.328 1225 1231 1234 rBV 3435950 2997471 100.00% 15.641%
12 9.433 1244 1249 1253 rVB2 58467 66776 2.23% 0.348%
13 9.892 1321 1327 1332 rBV 87489 90141 3.01% 0.470%
14 10.010 1343 1347 1350 rVB 986128 800992 26.72%  4.180%
15 10.198 1373 1379 1384 rBV3 31211 38407 1.28% 0.200%
16 10.728 1465 1469 1472 rVB 100830 83542 2.79% 436%

17 10.804 1477 1482 1485 rBV 2116085 1904927 63.55%
18 11.504 1597 1601 1605 rBV 988093 804733 26.85%
19 12.027 1686 1690 1694 rBV 254473 238186  7.95%
20 12.816 1821 1824 1831 rBV 169907 154785 5.16%

Or MO
[y
\oJ
o
R

21 13.104 1868 1873 1876 rBV 3224079 2860879 95.44% 14.928%
22 14.027 2023 2030 2041 rBv4 52114 152210 5.08%
23 14.163 2049 2053 2057 rVB 619319 522009 17.41%
24 14.257 2065 2069 2075 rVB 89959 94535 3.15%

NO N
I
©
w
xR

25 15.698 2309 2314 2318 rBV 358197 466603 15.57% 435%

26 15.733 2318 2320 2328 rVB2 35053 46730 1.56% 0.244%

27 16.210 2396 2401 2406 rBvV2 27857 44059 1.47% 0.230%

28 16.762 2490 2495 2501 rBv4 25188 47246 1.58% 0.247%

29 17.409 2600 2605 2613 rBvV4 20459 39173 1.31% 0.204%

30 18.186 2731 2737 2744 rVB5 16826 44034 1.47% 0.230%
Sum of corrected areas: 19164118
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 25 Nov 2022 18:10
: CG\JU
: N5741-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
BF131401.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

Quant Title

TIC Library

: 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: BF131401.D\data.ms

2957 7.522
5.563

6.563

5.169

3.352
L L L L LA L L L I B L L L B L L B L L L BRI B
220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF131401.D\data.ms
9.328 13.104

10.804

10.010 11.504
8.245

12.027 12.816

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF131401.D\data.ms

14.163
15.698

14.0244.257 15/733 16.210 16.762 17.409 18.186

Time-->

T ‘ T T ‘ T T T ‘ T T ‘ T T ‘ T 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\BF112522\
Data File : BF131401.D

Acq On : 25 Nov 2022 18:10
Operator : CG\JU

Sample : N5741-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.257 77.23 ng 2138550 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance  Scan 29 (2.257 min): BF131401.D\data.ms (-22) (-) m/z 73.10 100.00%

73.1
5000 43.0
58.0 87.1
T
‘ 220 240 260
Oyt L1000 4300 44.98%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI LA A L B B B
43.0 220 240 260
550 87.0 m/z 55.00  32.34%
29.0 ‘
O\\’\\\\‘\\\H“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
e
40 55, 87.0 220 240 260
5000 ’ m/z 87.10 26.89%
29.0
15.0 M\ ‘ Iy \H
O+t e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4994 Pentane, 3-methoxy- T
73.0 220 240 260
m/z 41.00 14.75%
5000
45.0
29.0
0 H,H‘w"Mhu‘ﬁlku‘H?%Qu‘yw‘w‘u“u‘ﬂ%g“ A
m/z--> 10 20 30 40 50 60 70 80 90 100 220 240 2.60

8270-BF112122.M Thu Dec 01 13:05:32 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131401.D

Acq On : 25 Nov 2022 18:10
Operator : CG\JU

Sample : N5741-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 2-Butanol, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.352 2.31 ng 63912  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 83
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 78
3 Pentane, 2-methoxy- 102 C6H140 006795-88-6 72
4 Amylene hydrate 88 C5H120 000075-85-4 42
5 2-Decanol, methyl ether 172 C11H240 1000333-83-9 36
Abundance Scan 215 (3.352 min): BF131401.D\data.ms (-209) (-) m/z 59.00 100.00%

59.0
5000
411 87.0

AR A
‘ ﬂlo 3.00 3.20 3.40 3.60
\

‘H‘H“_‘H“H“mkwmuu‘u“_“w‘H“H‘w“u‘ m/z 41.10  27.53%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5046: 2-Butanol, 2,3-dimethyl-
59.0
5000

3.00 3.20 3.40 3.60
41.0 87.0 m/z 42.95  25.24%
|-

15.0 280
L 700 101.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5024: 2-Pentanol, 2-methyl-
59.0

3.00 3.20 3.40 3.60

o

o

5000 m/z 87.00 22.89%
45.0
87.0
310
0 15\'0 ‘ | | ‘ ‘ Ly 7\10 ‘
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4993: Pentane, 2-methoxy- wmwm‘mwm_
59.0 3.00 3.20 3.40 3.60

m/z 69.00 17.88%

5000
45.0

m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131401.D

Acq On : 25 Nov 2022 18:10
Operator : CG\JU

Sample : N5741-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.169 8.57 ng 237189 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 524 (5.169 min): BF131401.D\data.ms (-520) (-) m/z 42.95 100.00%
43.0
59.0
5000
e A EmmEEER s
83.0 101.1 4.80 5.00 5.20 5.40
0 b bl e e M/Z 59.00 57.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A
5000 L L N BN A
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 58.00 16.39%
O \\\‘\\‘\.\‘\\\ﬁ‘]r(\)\\“H{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
A Eamaa T SRR
4.80 5.00 5.20 5.40
5000 m/z 101.10 16.18%
410 101.0
150 279 7| 710 830
B N A A O 1 TR M NN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- A RsmaaTE S
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.00%
5000 41.0
29.
‘ ‘ 87.0
b 230 L Ll me [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131401.D

Acq On : 25 Nov 2022 18:10
Operator : CG\JU

Sample : N5741-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 unknown7.804 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.804 2.31 ng 81290  Naphthalene-d8 8.245

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Methyl-5-hexen-3-o0l 114 C7H140 067760-89-8 38
2 3,3-Dimethylpyrrolidine-2,5-dione 127 C6HONO2 003437-29-4 27
3 2(3H)-Furanone, dihydro-3,3-dime... 114 C6H1002 003709-08-8 25
4 2,5-Hexanediol, 2,5-dimethyl- 146 C8H1802 000110-03-2 22
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 22
Abundance Scan 972 (7.804 min): BF131401.D\data.ms (-967) (-) m/z 56.10 100.00%
56.1
4110 83.0
5000
127.0
98.0 7.40 7.60 7.80 8.00 8.20

oH_m,w,mHMMMM‘m“m‘mwH‘luw‘_!wmw m/z 59.80  75.36%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #8498: 5-Methyl-5-hexen-3-ol

56.0
41.0
5000
7.40 7.60 7.80 8.00 8.20
27-T 85.0 m/z 43.08  73.76%
O” 1‘\H‘\“H\\“‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13487: 3,3-Dimethylpyrrolidine-2,5-dione
56.0
R R
7.40 7.60 7.80 8.00 8.20
5000 41.0 m/z 55.00 66.26%
127.0
99.0
200 |l . 700840
O brrprrrr ettt et e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8264 2(3H)-Furanone, dihydro-3,3-dimethyl- R e e
56.0 7.40 7.60 7.80 8.00 8.20
m/z 41.00 56.60%
5000 41.0
27.0 70.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00 8.20
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Data Path

Data File :

Acq On
Operator
Sample

Misc

ALS Vial

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\

BF131401.D
: 25 Nov 2022 18:10
: CG\JU
: N5741-08
: 5 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzoic acid, p-tert-butyl- Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
9.892 2.25 ng 90141  Acenaphthene-d1e 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 95
2 3-tert-Butyl-2-hydroxybenzaldehyde 178 C11H1402 024623-65-2 64
3 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 64
4 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 64
5 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 59
Abundance Scan 1327 (9.892 min): BF131401.D\data.ms (-1321) ()| [ m/z 163.10 100.00%
163.1
5000
91.0 135.0
41.0 — s
‘ 65.0 115.0 9.50 10.00
0“"“Hhﬁﬂbwphuwﬁ‘mmwNM‘WW‘mw‘u“w!“w‘u m/z 91.00  33.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 Aoyt e
91.0 135.0 9.50 10.00
41.0 m/z 135.00 29.38%
' 115.0
0 \1\5\.‘0\‘\‘\ \“‘ \‘\“\ \6‘1‘5\‘.\01”1““ -t “W\ \‘M 7t T ! T \“‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52595: 3-tert-Butyl-2-hydroxybenzaldehyde
163.0
135.0 9.50 10.00
5000 m/z 41.00 17.02%
107.0
410 770 ‘
L T 0 WA T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52511: 3-tert-Butylbenzoic acid — —
163.0 9.50 10.00
m/z 77.00 11.69%
5000 135.0
115.0
0 ?50 ?SO‘W BeShsmanas \‘ M
R L e B R [ et
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00

8270-BF112122.M Thu Dec 01 13:05:34 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131401.D

Acq On : 25 Nov 2022 18:10
Operator : CG\JU

Sample : N5741-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.727 2.09 ng 83542  Acenaphthene-d1e 10.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzoylformic acid 150 C8H603 000611-73-4 53
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
4 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 47
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47
Abundance Scan 1469 (10.728 min): BF131401.D\data.ms (-1465) (- m/z 104.95 100.00%
105.0
77.0
182.1
5000
51.0
T —
10.50 11.00
152.0
Obrr b el ol 2l m/z 77.00  67.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 e s
10.50 11.00
510 m/z 182.10  56.11%
Jo2mo ||| 1560 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28215: Benzoylformic acid
105.0
77.0 S S
10.50 11.00
5000 m/z 50.95 32.24%
51.0
0 27‘0 T “ iyl ‘ 150.0
e A WA s R S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30104: Benzenecarbothioic acid, S-methyl ester e Py
105.0 10.50 11.00
77.0 m/z 50.60  9.29%
5000 51.0
15.0 | 152.0 J\
ol P 1| N
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131401.D

Acq On : 25 Nov 2022 18:10
Operator : CG\JU

Sample : N5741-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.027 5.92 ng 238186  Phenanthrene-die 11.504
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1690 (12.027 min): BF131401.D\data.ms (-1686) (- m/z 43.00 100.00%

43.0 |73.0
5000
129.0
213.1

157.0185.1 256.1 ‘12‘00‘ |

0\\W\Hwhu

m/z 59.95 96.23%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T

12.00
m/z 73.00 90.80%

’ 157.0185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0

12.00
5000 129.0 m/z 57.00 81.56%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid = i
43.0 73.0 12.00
m/z 55.00  78.45%
5000 129.0
199.0
s e L T
0%§Rk“JWNWwmewWMMMWHJMJHJHWH‘WHH_‘H_ ek
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131401.D

Acq On : 25 Nov 2022 18:10
Operator : CG\JU

Sample : N5741-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.816 3.85 ng 154785 Phenanthrene-d10 11.504
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1824 (12.816 min): BF131401.D\data.ms (-1821) (-] m/z 43.00 100.00%
43.0
5000
129.0
B3.
185.1 7 T
H‘ ‘ ‘ 241.2 284.1 12.50 13.00
0 M‘ ‘m\h\n\n‘\ o, ‘mm\ M‘“ TSNS S ‘\‘ . m/z 60.00 86.99%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p8.0 284.0 | ]
185.0 241.0 12.50 13.00
m/z 57.10 83.12%
0 “r“ H‘u‘ uum‘ M “‘\‘ “\ AL “ ‘\“‘ ‘\ ‘\‘ . “‘ P
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
— ——
12.50 13.00
m/z 73.00 82.58%
5000 284.0 /
3.0 1290
1] 1850 2410
ol Ll H‘MMmh‘m_mJ_HM_““3‘7?"
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid = ]
73.0 12.50 13.00
m/z 55.05 77.98%
5000
129.0
29. 185.0 228.0
0, ‘ . . ‘ .
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131401.D

Acq On : 25 Nov 2022 18:10
Operator : CG\JU

Sample : N5741-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 1-Hexacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.027 5.83 ng 152210  Chrysene-d12 14.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 87
2 Behenic alcohol 326 C22H460 000661-19-8 83
3 n-Tetracosanol-1 354 C24H500 000506-51-4 83
4 1-Hexacosene 364 C26H52 018835-33-1 80
5 1-Heptacosanol 396 C27H560 002004-39-9 80
Abundance Scan 2030 (14.027 min): BF131401.D\data.ms (-2023) (- m/z 55.00 100.00%
55.0
97.1
5000
T \
“ 1530 2081 2820 14.00
(O RERE R A E m/z 57.00 97.12%
m/z--> 50 100 150 200 250 300 350
Abundance #289621: 1-Hexacosano
97.0
57.0
5000 —— :
14.00
{390 m/z 43.00 90.04%
O T \ \ ‘ \‘Y T \“ ‘\H‘\ \““‘ ““\%8%\9‘2{2\2\0\ 2‘6\4.\(\) ?9?9\ \?"6\4\(
m/z--> 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
T \
14.00
5000 ITI/Z 83.00 74.22%
25.0
oL ALLLLLLl 10700100 2300
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 — ‘
57.0 97.0 14.00
m/z 97.10 66.64%
5000
9.0
019(1?\‘ ‘ ‘ \H\ ‘ \‘\ L 1781022202640 308.0
e e e e —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131401.D

Acq On : 25 Nov 2022 18:10
Operator : CG\JU

Sample : N5741-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Triphenylphosphine oxide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.257 3.62 ng 94535  Chrysene-d12 14.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 78
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 38
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 25
Abundance Scan 2069 (14.257 min): BF131401.D\data.ms (-2065) (-}  m/z 277.05 100.00%
277.1
5000
77.0 200.9 — -
152.1
14.00 14.50
30. ‘ 115.0 H
ob— 9;‘ I oo S0 “ b, 2442 | m/z 278.10  29.90%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 —T— M
152.0 14.00 14.50
m/z 200.95 23.13%
18.0 95.0
oLt \‘ "M‘m‘m\‘ ‘\“‘\“\‘uuh‘\w i‘H“ j r\“ [H : ‘23‘3-‘0‘ .
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 77.05 22.89%
o 183.0
SEECT . LY “« U‘ 280 |
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy T e
277.0 14.00 14.50
m/z 199.00  20.547%
5000
77.0 183.0
s
) SN ES N R RS N ) S
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131401.D

Acq On : 25 Nov 2022 18:10
Operator : CG\JU

Sample : N5741-08

Misc

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.762 2.03 ng 47246  Perylene-d12 15.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 91
2 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 86
3 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 80
4 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 80
5 Hexatriacontane 507 C36H74 000630-06-8 80

Abundance Scan 2495 (16.762 min): BF131401.D\data.ms (-2490) (- m/z 57.00 100.00%

57.0
5000

I
‘ ‘ H 155.1 508.0 281.1 16.50 17.00
0 “J‘JMNJ‘NNL“W“u“u]“p‘hﬁ“‘““““ m/z 43.05 63.12%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 e ——
16.50 17.00

m/z 71.05 56.37%

O \“\ | ‘ \”U‘ \h‘\ h“ \“‘ \]L “ “ 1@8\‘3\0‘2\2\5’\(\)‘ \2\8\2\()‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #298428: Eicosane, 9-octyl-
43.0
——

16.50 17.00
5000 5.0 m/z 85.05 46.06%
281.0
b L 70100 380 | w050
m/z--> 50 100 150 200 250 300 350
Abundance #204361: Pentadecane, 7-(boromomethyl)-
57.0 16.50 17.00

m/z 41.00 26.73%

- W/WJ\MMWM

J%\ \18302250

0 \\w‘\\\\‘\\\\‘\\\\“\\\‘\\\\‘\\\\‘\\\\ — e
miz--> 50 100 150 200 250 300 350 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131401.D

Acqg On : 25 Nov 2022 18:10
Operator : CG\JU

Sample : N5741-08

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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... 2.257 77.2 ng 2138550 1 6.957 553809 20.0
2-Butanol, 2,3-... 3.352 2.3 ng 63912 1 6.957 553809 20.0
2-Pentanone, 4-... 5.169 8.6 ng 237189 1 6.957 553809 20.0
unknown?7.804 7.804 2.3 ng 81290 2 8.245 702614 20.0
Benzoic acid, p... 9.892 2.3 ng 90141 3 10.010 800992 20.0
Benzophenone 10.727 2.1 ng 83542 3 10.010 800992 20.0
n-Hexadecanoic ... 12.027 5.9 ng 238186 4 11.504 804733 20.0
Octadecanoic acid 12.816 3.9 ng 154785 4 11.504 804733 20.0
1-Hexacosanol 14.027 5.8 ng 152210 5 14.163 522009 20.0
Triphenylphosph... 14.257 3.6 ng 94535 5 14.163 522009 20.0
Eicosane 16.762 2.0 ng 47246 6 15.698 466603 20.0
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