LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128239.D

Acqg On : 13 May 2022 15:15
Operator : CG\JU

Sample : N2823-02

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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128239.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.510 544 548 563 rBVY 901913 1627944 13.53% 4.220%
2 5.875 599 610 612 rBV 2452912 4595372 38.20% 11.913%
3 6.522 715 720 729 rBV 1285947 1656777 13.77% 4.295%
4 6.728 745 755 765 rVB 90404 165834 1.38% 0.430%
5 6.887 778 782 785 rBV 432632 389990 3.24% 1.011%

6 6.963 787 795 798 rBV 4455745 6887075 57.24% 17.853%
7 7.293 844 851 863 rVB 316019 261304 2
8 7.422 870 873 875 rBV 269686 253281  2.11%
9 7.451 875 878 881 rVB 1209685 1068920 8
8 4

.169 996 1000 1003 rBV 613333 505398

P NOO®
(o))
(%]
~N
R

11 9.245 1177 1183 1186 rBV 2184763 1934669 16.08%
12 9.922 1295 1298 1302 rVB 623041 565968 4
13 10.716 1429 1433 1437 rBV 1322801 1167500 9.70%
14 10.828 1447 1452 1455 rBV 184867 226008 1
15 11.263 1523 1526 1529 rBV 282652 226517 1

OO WwWERwun
(]
N
~N
R

16 11.416 1548 1552 1555 rBV 697543 605037  5.03%
17 13.004 1818 1822 1825 rVB 1728603 1503599 12.50%
18 13.480 1899 1903 19067 rVB 413149 454816  3.78%

PO R WR
=
N
O
R

19 13.563 1914 1917 1920 rVB 134236 130682 1.09% 339%
20 14.051 1993 2000 2003 rBV 7429163 12031010 100.00% 31.188%
21 15.557 2252 2256 2263 rVB 314411 427000 3.55% 1.107%
22 16.263 2372 2376 2390 rVB 202805 448084  3.72% 1.162%
23 16.568 2423 2428 2434 rVB 434210 721872 6.00%  1.871%
24 16.710 2447 2452 2460 rVB2 245578 457870 3.81% 1.187%
25 17.104 2515 2519 2531 rVB 126913 263084 2.19% ©.682%

Sum of corrected areas: 38575611
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128239.D

Acqg On : 13 May 2022 15:15
Operator : CG\JU

Sample : N2823-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128239.D\data.ms
7000000
6000000

5000000

6.963

4000000

3000000
5.875

2000000

6.522 7.451
1000000 5.510

6.8
6.728 7293422

O\\‘\\\\‘\\\\ L L L L L L L L L L L L L L

N \
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Abundance TIC: BF128239.D\data.ms
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Abundance TIC: BF128239.D\data.ms
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O ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time-->  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\BF@51322\
Data File : BF128239.D

Acqg On : 13 May 2022 15:15
Operator : CG\JU

Sample : N2823-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1 Ethanol, 2-butoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.875 235.67 ng 4595370 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 40
4 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 17
5 1,3-Propanediol, 2-methyl-, dipr... 202 C10H1804 054932-83-1 17
Abundance Scan 610 (5.875 min): BF128239.D\data.ms (-599) (-) m/z 57.10 100.00%
57.1
5000 41.
87.1
71 ]{ ‘ 100.1 5.60 5.80 6.00 6.20
bl BT L PS80 sz 45,05 43.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10025: Ethanol, 2-butoxy-
57.0
5000 \\\‘\\\\’\\L\\‘\\\\‘\\\\
5.60 5.80 6.00 6.20
41. 87.0 m/z 41.05 39.19%
0 ’27.0f71-10?'0118‘.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
R EEERE T
5.60 5.80 6.00 6.20
5000 m/z 87.10 18.96%
41.
75.0
27.0
0 “%ﬂﬂq“HMH‘H‘HH;H“H!M““ﬁu“‘u‘L“EQ9(9““H,“‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #5035: 3,3-Dimethylbutane-2-ol R RARaRRE R
57.0 5.60 5.80 6.00 6.20
m/z 39.10 8.66%
41.
5000
87.0
270
0 L ‘\ ‘ \‘\ i 710 1020
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128239.D

Acqg On : 13 May 2022 15:15
Operator : CG\JU

Sample : N2823-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.728 8.50 ng 165834 1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 72
3 Diethyl carbitol 162 C8H1803 000112-36-7 47
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
5 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 36
Abundance Scan 755 (6.728 min): BF128239.D\data.ms (-745) (-) m/z 45.10 100.00%
45.1
5000
72.1
| M 103.1 6.40 6.60 6.80 7.00
0l A e m/z 59.10  36.06%
miz-> 20 40 60 80 100 120 140
Abundance #17317: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 UL L B R I B R
6.40 6.60 6.80 7.00
72.0 .
2910 m/z 72.10 21.67%
104.0
O \\‘\“ \H‘\\“h\‘\ \\lh\\\“\‘8\8\'\0\“\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #53406: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
o RRRRREEE
6.40 6.60 6.80 7.00
5000 m/z 43.05 14.19%
72.0
29,0 89.0
o L L 1190 1480
et
miz--> 20 40 60 80 100 120 140
Abundance #38389: Diethyl carbitol N s
45.0 6.40 6.60 6.80 7.00
m/z 73.10 13.23%
5000 72.0
29‘0
103.0
[ — “1“ S RSt HWMHHMAMHH,
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128239.D

Acqg On : 13 May 2022 15:15

Operator : CG\JU

Sample : N2823-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Hexanol, 2-ethyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.963 353.19 ng 6887080 1,4-Dichlorobenzene-d4 6.887
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 47
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 45
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 43

Abundance Scan 795 (6.963 min): BF128239.D\data.ms (-787) (-) m/z 57.05 100.00%
57.0
5000 A
83.1 R e RRE R
39 ‘ ‘ ‘ 6.60 6.80 7.00 7.20
bl M1231292 s 41,10 40.86%
mlz--> 20 40 60 80 100 120 140 160
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 T T T T[T T[T [T rTr T
20.0 6.60 6.80 7.00 7.20
’ 83.0 m/z 43.10 32.21%
[
O\\\‘\‘\lwin\\h ‘\\‘\\“\\\\“\\1\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #145465: Oxalic acid, isobutyl octyl ester
57.0
J\\‘\\\\‘\\\\‘\\\\’\\\\‘\
6.60 6.80 7.00 7.20
m/z 55.05 28.17%
5000 29.0
| \‘ ‘ 840 1120 157.0
ol e e
miz--> 20 40 60 80 100 120 140 160
Abundance #15693: 2-Propyl-1-pentanol N RaR e RARRREREEE
57.0 6.60 6.80 7.00 7.20
m/z 56.10 20.97%
5000
29.0
83.0
ST A AR EEY:
O B 0 B L B e e A R N EEREaw
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128239.D

Acqg On : 13 May 2022 15:15
Operator : CG\JU

Sample : N2823-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BF050922.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 4 Dodecane, 2,7,10-trimethyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.828 7.47 ng 226008  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
2 Tridecane, 4-methyl- 198 C14H30 026730-12-1 83
3 Octadecane, 4-methyl- 268 C19H40 010544-95-3 78
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 72
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72

Abundance Scan 1452 (10.828 min): BF128239.D\data.ms (-1447) (-
57.1

5000
85.1
‘ ‘ 113.1 183.2
bbb b a0 1882 amp
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000
20.0 85.0
1130
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #74016: Tridecane, 4-methyl-
43.0
5000
71.0

| 1990125015501g5
W T Y i, S it B

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #158604: Octadecane, 4-methyl-
43.0
71.0
5000

‘\ ull \“ l ? 0 \12\7 0\155 0 196.0 22\‘5 0253 0

m/z 57.10 100.00%

:

10.50 11.00
m/z 71.10 74.03%

:

10.50 11.00
m/z 43.10 59.38%

@

10.50 11.00
m/z 41.10 29.08%

@

10.50 11.00
m/z 85.10  26.59%

Obprrr b bl bt ior 900 2530
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260

8270-BF050922.M Tue May 17 15:54:21 2022

:

10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128239.D

Acqg On : 13 May 2022 15:15
Operator : CG\JU

Sample : N2823-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 5 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.263 7.49 ng 226517  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 87
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 1526 (11.263 min): BF128239.D\data.ms (-1523) (- m/z 57.10 100.00%

57.1
5000
—— —
‘ 99.1 141.2 %6 11.00 11.50
ol b, 1412 1961 2463 m/z 43.10  70.35%
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
5000 - ——
11.00 11.50
m/z 71.10 61.47%
p7.0 99.0
0~ ‘\ ‘\“ “‘\ ‘H‘ \H‘\ H" \“ T ‘]\-4\‘19\ \18\3\0‘ T T ‘2\68\(\) T
miz--> 50 100 150 200 250
Abundance #141070: Heptadecane, 8-methyl-
57.0
— —
11.00 11.50
5000 m/Z 85.10 40.49%
126.0
ot | L6, | a0 sorg 20
miz--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- —— —
57.0 11.00 11.50
m/z 41.10 33.33%
o Jxﬂvwmwwfﬁkwwaw/wN&«
27,0 ‘ 99.0
O - - -1 B L
miz--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128239.D

Acqg On : 13 May 2022 15:15
Operator : CG\JU

Sample : N2823-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 6 .beta.-iso-Methyl ionone

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.262 20.99 ng 448084  Perylene-di12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 58
2 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 50
3 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 45
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 38
5 2,3,4,5-Tetramethylacetanilide 191 C12H17NO 1000432-93-7 30

Abundance Scan 2376 (16.263 min): BF128239.D\data.ms (-2372) (-  m/z 191.15 100.00%
191.2
81.1
5000
\ ‘ 000 100
38&4 | ’ ’
ok ‘\ \u ‘m \‘H\ ‘u “h H ‘\ ‘ \ { ‘M \‘2‘4?':‘]“ ‘3‘0‘2"?" — L “‘12‘6‘5-; m/z 81.10 54.63%
m/z--> 100 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone
191.0
5000£8.0 —— ——
16.00 16.50
135.0 m/z 95.10 45.66%
qu \‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
—— —
81.0 16.00 16.50
5000 ITI/Z 177.15 43.50%
398.0
029 ‘ ‘.‘h \‘w \L w \H‘ | \ Ly 2908130 ||
miz--> 50 100 150 200 250 300 350 400
Abundance #301378: 28-Nor-17.beta.(H)-hopane T —
191.0 16.00 16.50
m/z 123.10 34.70%
5000
109.0
“ 398.0
260.0
oHwHp«““ﬂ“‘ﬂw‘u ‘w‘\ml‘:‘H‘?’?‘?-P‘m‘u“w S S
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50

8270-BF050922.M Tue May 17 15:54:24 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128239.D

Acqg On : 13 May 2022 15:15
Operator : CG\JU

Sample : N2823-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 7 unknownl6.568 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.568 33.81 ng 721872  Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzimidazol-5-amine, 1-(4-ethox... 253 C15H15N30 007104-62-3 27
2 4-Cyclopropyl-5-fluoro-1-oxobenz... 297 C17H12FNO3 1000435-59-2 17
3 2-[2-Thienyl]-4-acetyl quinoline 253 C15H11NOS 027302-83-6 12
4 9,10[1',2']-Benzenoanthracene, 9... 254 C20H14 000477-75-8 11
5 2-Anilino-4-chloroquinoline 254 C15H11CIN2 032888-95-2 10

Abundance Scan 2428 (16.568 min): BF128239.D\data.ms (-2423) (-  m/z 253.10 100.00%

258.1
5000 127.1
175.0 318.1 J‘L‘ —t :
77‘1 ‘ ‘ 16.50
obtd L b L3942y 15710 49.66%
miz--> 50 100 150 200 250 300 350 400
Abundance #139386: Benzimidazol-5-amine, 1-(4-ethoxyphenyl)-
258.0
5000 ——— i
16.50
m/z 254.10  32.48%
oL 440 1160 1690 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #195303: 4-Cyclopropyl-5-fluoro-1-oxobenzol[flquinoline-
253.0 ]\
] T
41.0 16.50
5000 ITI/Z 252.10 29.69%
297.0
157.0
miz--> 50 100 150 200 250 300 350 400
Abundance #139371: 2-[2-Thienyl]-4-acetyl quinoline '
253.0 16.50
m/z 115.00  26.09%
5000 430 210.0
101.0
2 |
0 s bay |1 | |

m/z--> 50 100 150 200 250 300 350 400 1650

8270-BF050922.M Tue May 17 15:54:25 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128239.D

Acqg On : 13 May 2022 15:15
Operator : CG\JU

Sample : N2823-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 8 17.alpha.(H),21.beta.(H)-Ho... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.710  21.45 ng 457870  Perylene-di12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 72
2 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 64
3 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 40
4 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 40
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 38
Abundance Scan 2452 (16.710 min): BF128239.D\data.ms (-2447) (- m/z 191.20 100.00%
191.2
N w
]1 16‘50 17 OO
ok H h ) \‘”‘ ‘LL i ‘H “‘ Lida, 2591 8192  S94 T ac 16 a4.01%
mlz--> 50 100 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone
191.0
5000£8.0 —— ——
16.50 17.00
135.0 m/z 81.10 37.71%
O:%(’q “\\\\’\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #309495: 17.alpha.(H),21.beta.(H)-Hopane
191.0
—— —
16.50 17.00
69.0 .
5000 m/z 69.10 34.33%
123.0
‘ 412
077 ‘\ \H “\“ \‘M \H “\ \h\ ol | h\ 1| ?:59 ‘0‘3‘0‘1‘0‘ - ‘3“5‘9 ‘O‘ " “\‘
miz--> 50 100 150 200 250 300 350 400
Abundance #82809: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetranydro-5H-c —— ——
191.0 16.50 17.00
m/z 123.10 25.08%
5000
43.0 149.0
91.0 ‘
ol Ll L1 _— _—
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128239.D

Acqg On : 13 May 2022 15:15

Operator : CG\JU

Sample : N2823-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 9 Binaphthyl sulfone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.104 12.32ng 263084 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Binaphthyl sulfone 318 C20H14025  032390-26-4 52

2 Glutaric acid, 3,4-difluorobenzy... 300 C15H18F204 1000377-63-3 25
3 4-{[3-(3-Chloro-1,2-oxazol-5-yl)... 274 C11H15CIN204 1000443-54-1 22
4 4-Methyl-2,5-quinolindiol 175 C10H9NO2 131195-67-0 14
5 4-Methyl-2,6-dihydroxyquinoline 175 C1OHSNO2 034982-01-9 14

Abundance Scan 2519 (17.104 min): BF128239.D\data.ms (-2515) (-] m/z 175.00 100.00%

175.0
127.1
318.1
5000
77 0 252.1 T e
‘ ‘ 377.4 420, 17.00 17.50
omw“H“H Al b A 32D 7 127,00 77.93%
m/z--> 100 150 200 250 300 350 400
Abundance #222364: Binaphthyl sulfone
5000 1
318.0 17.00 17.50
253.0 m/z 318.10 62.07%
O
m/z--> 50 100 150 200 250 300 350 400
Abundance #199010: Glutaric acid, 3,4-difluorobenzyl propyl ester
127.0
—h —
17.00 17.50
43.0
o0t Lk, 19070 soo0
miz--> 50 100 150 200 250 300 350 400
Abundance #165236: 4-{[3-(3-Chloro-1,2-oxazol-5-yl)propyl]carbamoy ‘
127.0 17.00 17.50
48.0 m/z 126.60  33.48%
5000
239.0
187.0 ‘
OH‘}m\ﬂ”\\“\h\mﬂWM\H"_‘H“H‘H_m_m_m e sl
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51322\
Data File : BF128239.D

Acqg On : 13 May 2022 15:15
Operator : CG\JU

Sample : N2823-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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|
Ethanol, 2-butoxy- 5.875 235.7 ng 4595370 1 6.887 389990 20.0
Ethanol, 2-(2-e... 6.728 8.5 ng 165834 1 6.887 389990 20.0
1-Hexanol, 2-et... 6.963 353.2 ng 6887080 1 6.887 389990 20.0
Dodecane, 2,7,1... 10.828 7.5 ng 226008 4 11.416 605037 20.0
Nonadecane 11.263 7.5 ng 226517 4 11.416 605037 20.0
.beta.-iso-Meth... 16.262 21.0 ng 448084 6 15.563 427000 20.0
unknown16.568 16.568 33.8 ng 721872 6 15.563 427000 20.0
17.alpha.(H),21... 16.710 21.4 ng 457870 6 15.563 427000 20.0
Binaphthyl sulfone 17.104 12.3 ng 263084 6 15.563 427000 20.0

8270-BF050922.M Tue May 17 15:54:27 2022 Pag 12



