LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48590.D

Acqg On : 5 Apr 2021 19:19
Operator : CG/JU

Sample : M1897-02

Misc :

ALS Vvial : 13  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-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48590.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.166 306 311 316 rBvV2 6867 11538 1.02% 0.168%
2 5.636 383 391 401 rBV 309059 489917 43.17% 7.142%
3 7.240 655 664 672 rBV 326075 553958 48.81% 8.076%
4 8.092 802 809 821 rvB 118071 189989 16.74% 2.770%
5 9.261 1000 1008 1017 rBV 198822 365532 32.21% 5.329%
6 10.918 1282 1290 1299 rBV 148510 257913 22.73% 3.760%
7 13.362 1700 1706 1714 rBV 564669 846474 74.59% 12.341%
8 13.532 1730 1735 1737 rBV5S 7021 12206 1.08% 0.178%
9 13.626 1744 1751 1756 rBV 52611 85141 7.50% 1.241%
10 14.185 1840 1846 1850 rBV3 22520 37878 3.34% 0.552%
11 14.384 1877 1880 1885 rBV6 11525 20425 1.80% 0.298%
12 14.490 1893 1898 1902 rBVS8 21014 45899 4.04% 0.669%
13 14.531 1902 1905 1908 rVv4 20317 30416 2.68% 0.443%
14 14.572 1908 1912 1917 rVB6 31387 50723 4.47% 0.739%
15 14.655 1917 1926 1929 rBV9 18431 45606 4.02% 0.665%
16 14.707 1931 1935 1936 rVv4 21655 27690 2.44% 0.404%
17 14.743 1936 1941 1948 rVB 237341 376454 33.17% 5.488%
18 14.837 1952 1957 1964 rBV 18401 52706 4.64% 0.768%
19 15.066 1992 1996 1997 rBV3 10489 14002 1.23% 0.204%
20 15.377 2045 2049 2050 rBv4 13341 19107 1.68% 0.279%
21 15.407 2050 2054 2058 rVB6 30423 47310  4.17% 690%
22 15.536 2072 2076 2080 rBV3 61776 86472 7.62%

23 16.235 2189 2195 2205 rBV 408187 672473 59.25%
24 17.498 2406 2410 2415 rVB 268195 401779 35.40%
25 20.107 2849 2854 2860 rVB 876790 1134909 100.00% 16.546%
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N
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=
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26 21.429 3075 3079 3091 rVB 39507 93078 8.20% 1.357%

27 21.793 3136 3141 3149 rVB2 269514 437497 38.55% 6.378%

28 24.179 3545 3547 3556 rVB8 7745 14509 1.28% 0.212%

29 25.131 3699 3709 3719 rBV 141948 422350 37.21% 6.157%

30 26.364 3913 3919 3922 rBV7 8953 15253 1.34% 0.222%
Sum of corrected areas: 6859204
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48590.D

Acqg On : 5 Apr 2021 19:19
Operator : CG/JU

Sample : M1897-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048590.D\data.ms
1000000

800000
600000

400000
5.636 7.240

9.261
200000 10.918

8.092

5.166
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG048590.D\data.ms

1000000
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Time--> 13.50 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: BG048590.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48590.D

Acqg On : 5 Apr 2021 19:19
Operator : CG/JU

Sample : M1897-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Metacetamol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.626 4.52 ng 85141  Acenaphthene-d10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Metacetamol 151 C8HSNO2 000621-42-1 58
2 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 53
3 Tiocarlide 400 C23H32N202S 000910-86-1 53
4 Hydroxy-.alpha.-terpenyl acetate 212 C12H2003 1000293-00-9 43
5 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 43
Abundance Scan 1751 (13.626 min): BG048590.D\data.ms (-1744) (-  m/z 109.10 100.00%
43.1 109.1
5000
Mig‘so‘ 14.00
191.1 ' :
0 “‘J'3231459J m/z 43.10 97.76%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24779: Metacetamol
109.0
5000
13.50 14.00
43.0 m/z 151.05 55.47%
0 H‘\‘\“‘\”\h‘r‘ L L L B B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24949: m-Isopropoxyaniline
109.0
T ‘ T T ‘ A\
13.50 14.00
5000 m/z 85.10 23.52%
41.0 h
] S R
miz--> 0 50 100 150 200 250 300 350 400 450 /\
Abundance #212158: Tiocarlide PPy
109.0 13.50 14.00
m/z 41.10 22.95%
43.0
5000
221.0
b L, |, 1640 | 2960 3660
R e B e B R e SR R ER R o —
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48590.D

Acqg On : 5 Apr 2021 19:19
Operator : CG/JU

Sample : M1897-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknownl4.490 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.490 2.44 ng 45899  Acenaphthene-d10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neoisolongifolane, hydroxy- 222 C15H260 1000159-37-9 47
2 Tetracosapentaene, 2,6,10,15,19,... 412 C30H52 026266-08-0 38
3 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 32
4 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-94-0 27
5 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-95-1 27

Abundance Scan 1898 (14.490 min): BG048590.D\data.ms (-1893) (- m/z 55.00 100.00%

55.0
5000
137.1 207.3
‘ T
il '
oM L L m/z e9.e5  82.29%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #79415: Neoisolongifolane, hydroxy-
41.0
5000 1320 AL
222.0 14.50
‘ m/z 83.10 71.54%
O T \H\‘ ““\ U\“‘H“Lm\m\“l”' 1 ‘\ ‘\“\ \\\ T ‘ LI ‘ TTTT ‘ LI ’ TTTT ‘ LI ’ TTTT ‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #216745: Tetracosapentaene, 2,6,10,15,19,23-hexameth
69.0
P
14.50
5000 137.0 ITI/Z 41.10 64.11%
205.0
U 250 s 220 2
ok ks 200
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #77633: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-er P
69.0 14.50
m/z 43.05 58.34%
5000
| isto 2200
Ol i o e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50

8270-BGO33021.M Tue Apr 06 18:27:09 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48590.D

Acqg On : 5 Apr 2021 19:19
Operator : CG/JU

Sample : M1897-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknownl14.572 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.572 2.69 ng 50723  Acenaphthene-d10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecene, 1,1-dimethoxy-, (Z)- 312 C20H4002 015677-71-1 27
2 6-Octen-1-0l1, 3,7-dimethyl-, ace... 198 C12H2202 000150-84-5 22
3 2-Adamantylamine, N-acetyl- 193 C12H19NO 052917-72-3 15
4 Succinic acid, di(3,7-dimethyloc... 394 C24H4204 1000353-35-2 14
5 5-Hepten-1-0l, 2,6-dimethyl- 142 C9H180 004234-93-9 14

Abundance Scan 1912 (14.572 min): BG048590.D\data.ms (-1908) (-  m/z 41.10 100.00%

41.1
193.1
5000
81.0 1241
T T
153.2 268.6 14.50
0 S m/z 193,100 63.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #154958: 9-Octadecene, 1,1-dimethoxy-, (2)-
31.0 71.0
5000 \W T

m/z 69.10 61.26%

0 ' . 248.0 280.(
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59581: 6-Octen-1-ol, 3,7-dimethyl-, acetate
69.0

T T
123.0 14.50

5000 ITI/Z 67.00 48.23%
39,0
SEE K1 0 O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #55415: 2-Adamantylamine, N-acetyl- T ‘
193.0 14.50
m/z 55.10 37.52%
5000
oo 1340
43.0
0 64.
! —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48590.D

Acqg On : 5 Apr 2021 19:19
Operator : CG/JU

Sample : M1897-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl4.655 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.655 2.42 ng 45606  Acenaphthene-d10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Fluorobenzoic acid, morpholide 209 C11H12FNO2 1000307-07-7 35
2 3,5-Diamino-6-[2-thienyl]-1,2,4-... 193 C7H7N5S 058848-66-1 22
3 N-Trifluoroacetyl-2-cyanopyrroli... 192 C7H7F3N20 1000281-44-6 22
4 Benzenemethanol, 3-amino- 123 C7HINO 001877-77-6 18
5 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HIN3 000767-15-7 18

Abundance Scan 1926 (14.655 min): BG048590.D\data.ms (-1917) (- m/z 123.10 100.00%

128.1 ' '
55.1
5000 81.1
151.8 193.2
—— ——
‘ | H ‘ ‘F202 14.50 15.00
o Al I w2 Tssaie 71.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68481: 2-Fluorobenzoic acid, morpholide
128.0
5000 — ——
14.50 15.00
208.0 9
56.0 95.0 m/z 67.10 60.35%
2o | ||| om0 |
O ‘\\\\‘\\\\’\\\\‘\\\‘{‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55569: 3,5-Diamino-6-[2-thienyl]-1,2,4-triazine

%

123.0 198.0
14.50 15.00
5000 ITI/Z 41.10 54.61%
45.0 96.0
“ ‘ 69.0
ool 3800 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54884: N-Trifluoroacetyl-2-cyanopyrrolidine —— ——
123.0 14.50 15.00
m/z 81.10 49.86%
5000 69.0
192.0
| a0
o_m‘m‘,mwHH‘HH,Em‘uH_m_m_mw e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48590.D

Acqg On : 5 Apr 2021 19:19
Operator : CG/JU

Sample : M1897-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknownl4.837 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.837 2.80 ng 52706  Acenaphthene-d10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 42
2 3-Fluorobenzoic acid, undec-10-e... 292 C18H25F02 1000279-01-2 40
3 2,5,5,6,1a-Pentamethyl-cis-1a,4a... 208 C14H240 1000215-77-9 30
4 2-(2-Hydroxycycloheptyl)-furan 180 C11H1602 1000145-02-9 27
5 N-Furfuryl-N,5-dimethylfurfuryla... 205 C12H15N0O2 1000245-11-0 25

Abundance Scan 1957 (14.837 min): BG048590.D\data.ms (-1952) (-  m/z 95.05 100.00%

9.0 123.1
41.1
5000
67.1
207.2 — —
151.2 180.2 14.50 15.00
o] m/z 123.10  94.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthe
600 250 123.0 207.0

:

5000
14.50 15.00

151.0 m/z 41.10 55.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #137968: 3-Fluorobenzoic acid, undec-10-enyl ester

o

.

123.0
95.0
41.0 14.50 15.00
5000 m/z 55.00 42.69%
68.0
LA L ) e
0 v mw“:m,u‘wm“HH,HHWHWHW‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #67886: 2,5,5,6,1a-Pentamethyl-cis-1a,4a,5,6,7,8-hexahy — ——
128.0 14.50 15.00

m/z 81.05 36.05%

5000] 430

96.0
208.0

71.0
‘ ‘ 151.0
\‘\ Il M‘H H‘“ H“ Al \‘ | 1750

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

;

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48590.D

Acqg On : 5 Apr 2021 19:19
Operator : CG/JU

Sample : M1897-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl5.407 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.407 2.51 ng 47310  Acenaphthene-d10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decyne 138 C10H18 002384-70-5 37
2 Norbornane, 2-isobutyl- 152 C11H20 018127-14-5 35
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 029606-79-9 30
4 (Cyclopropyl)trivinylsilane 150 C9H14Si 1000109-93-8 25
5 Cyclopropane, (2,2-dimethylpropy... 110 C8H14 039647-71-7 22

Abundance Scan 2054 (15.407 min): BG048590.D\data.ms (-2050) (- m/z 95.10 100.00%
95.1

5000
0+

%

15.50
m/z 67.10 73.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16849: 2-Decyne
95.0
43.0 67.0

5000 1
15.50
m/z 109.10 69.18%
\\“ \1230
[0} \\‘H\‘H\\‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #25426: Norbornane, 2-isobutyl-
95.0

%

67.0 T
15.50
5000 m/z 193.15 57.88%

‘1240 152.0
0! i) L |
H e e

miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25341: Cyclohexanone, 5-methyl-2-(1-methylethenyl)-, t

.

67.0  109.0 15.50
41.0 m/z 41.10 56.58%
5000
137.0
o —
miz--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48590.D

Acqg On : 5 Apr 2021 19:19
Operator : CG/JU

Sample : M1897-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknownl5.536 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.536 4.59 ng 86472  Acenaphthene-d10 14.743
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-methoxy-3-methyl- 138 C8H1002 014786-82-4 38
2 1,4-Hexadiene, 2,3,4,5-tetramethyl- 138 C10H18 051504-54-2 38
3 Benzene-1,2,3-triamine 123 C6HSON3 1000316-45-3 38
4 1,3-Benzenediamine, 4-methoxy- 138 C7H10ON20 000615-05-4 38

5 4-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02

Abundance Scan 2076 (15.536 min): BG048590.D\data.ms (-2072) (-

1000299-15-1 38

m/z 123.05 100.00%

1238.1
41.1
81.1
5000
207.2
T I
151.1176.0 34.3 15.50
Ot m/z 41.10 74.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17343: Phenol, 4-methoxy-3-methyl-
123.0
5000 —
670 15.50
' 95.0 m/z 81.10 56.92%
39.0 ‘ ‘
0 ‘\WH“i‘u“ih‘\“\”iH‘”‘H\‘\’\‘\‘\\“HH“‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16957: 1,4-Hexadiene, 2,3,4,5-tetramethyl-
128.0
— ‘
15.50
5000 8L.0 m/z 109.05 50.76%
55.0
0 ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10119: Benzene-1,2,3-triamine T
128.0 15.50
m/z 55.10 49.56%
5000
95.0
52.0
0 \Hm \‘h Ll Hh | M |

m/z--> 20 40 60 80 100 120 140 160 180 200 220
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48590.D

Acqg On : 5 Apr 2021 19:19
Operator : CG/JU

Sample : M1897-02

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Tetradecanoic acid, 2-hydro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.429 4.26 ng 93078 Chrysene-d12 21.793
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid, 2-hydroxy-, ... 258 C15H3003 056009-40-6 64
2 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 49
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 46
4 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 45
5 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 072993-32-9 43

Abundance Scan 3079 (21.429 min): BG048590.D\data.ms (-3075) (- m/z 69.10 100.00%

69.1
5000
25.1 206.9 261.3 T
355.1 448, 21.50
S i L m/z 83.10 72.76%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #109146: Tetradecanoic acid, 2-hydroxy-, methyl ester
69.0
199.0
5000 LA
)50 21.50
m/z 57.15 62.34%
258.0
O+ M\‘ ulf ‘hli‘m\h"\‘I\“‘“M\ H \“ \‘\‘\ T “‘\ L L B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #11635: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
69.0
——
21.50
5000 ITI/Z 43.10 60.18%
26.0
sl
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #11592: Cyclohexane, 1,2,4-trimethyl- ——
69.0 21.50
m/z 55.10 58.90%
5000
26.0
0 { —
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40521\
Data File : BGO48590.D

Acqg On : 5 Apr 2021 19:19
Operator : CG/JU

Sample : M1897-02

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@33021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Metacetamol 13.626 4.5 ng 85141 3 14.743 376454 20.0
unknownl14.490 14.490 2.4 ng 45899 3 14.743 376454 20.0
unknownl14.572 14.572 2.7 ng 50723 3 14.743 376454 20.0
unknown14.655 14.655 2.4 ng 45606 3 14.743 376454 20.0
unknown14.837 14.837 2.8 ng 52706 3 14.743 376454 20.0
unknown15.407 15.407 2.5 ng 47310 3 14.743 376454 20.0
unknown15.536 15.536 4.6 ng 86472 3 14.743 376454 20.0
Tetradecanoic a... 21.429 4.3 ng 93078 5 21.793 437497 20.0

8270-BGO33021.M Tue Apr 06 18:27:13 2021

Pag 11



