LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127117.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.363 335 353 357 rBvV2 16675 56876 1.73% 0.259%
2 5.110 476 480 483 rBvV 30122 41354 1.26% 0.188%
3 5.157 483 488 497 rVB2 25172 42678 1.30% 0.194%
4 5.510 544 548 551 rBV 1776178 1508162 45.80% 6.862%
5 6.516 715 719 720 rBV 1228321 1218031 36.99% 5.542%
6 6.892 779 783 786 rBV 710699 624628 18.97% 2.842%
7 7.292 847 851 861 rBV 887305 834981 25.36% 3.799%
8 7.457 873 879 882 rBV 2096171 1929514 58.59% 8.780%
9 7.892 947 953 957 rBV3 49761 68276 2.07% 0.311%
106 8.075 981 984 994 rBV 98639 143315 4.35% 0.652%
11  8.175 997 1001 1004 rBV 951690 807956 24.54%  3.676%
12 8.504 1053 1057 1065 rVvB2 39413 44793 1.36% 0.204%
13 8.975 1128 1137 1140 rBV 527916 731385 22.21% 3.328%
14  9.251 1179 1184 1187 rBV 3892510 3293029 100.00% 14.984%
15 9.751 1264 1269 1275 rBV3 58037 106828 3.24% 0.486%

16 9.839 1280 1284 1291 rVB2 131401 146596  4.45%
17 9.933 1296 1300 1303 rVB 1088263 905432 27.50%
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18 10.245 1349 1353 1357 rBV2 53376 80074  2.43% 364%
19 10.328 1362 1367 1369 rBV2 66527 79797 2.42% 363%
20 10.727 1430 1435 1438 rBV 2429379 2278077 69.18% 10.366%
21 11.369 1541 1544 1546 rVB 111633 90870 2.76%  ©0.413%
22 11.422 1550 1553 1557 rVV 1050524 876010 26.60%  3.986%
23 11.580 1577 1580 1587 rBV 87457 109869 3.34% ©.500%
24 11.869 1627 1629 1634 rVB5 37922 45558 1.38% ©.207%
25 11.939 1637 1641 1645 rBV 222133 233801 7.10% 1.064%
26 11.980 1645 1648 1650 rVB 96654 80213 2.44%  ©.365%
27 12.092 1664 1667 1672 rBV2 80188 92539 2.81% 0.421%
28 12.139 1672 1675 1681 rVB4 59671 99306 3.02% ©0.452%
29 12.386 1715 1717 1720 rBV 35160 39014 1.18% 0.178%
30 12.727 1772 1775 1780 rBV3 56056 58632 1.78% ©.267%

31 13.010 1819 1823 1827 rBV 2956517 2741024 83.24% 12.
32 13.116 1836 1841 1850 rVB3 78350 183485 5.57%
33 13.933 1970 19860 1986 rBv4 316013 685946 20.83%
34 14.068 1999 2003 2007 rBV 680942 560246 17.01%
35 14.515 2075 2079 2084 rBV 127623 185185 5.62%
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36 15.086 2170 2176 2184 rBV3 77133 166177 5.05% ©.756%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.562 2252 2257 2263 rVB 385889 493121 14.97%  2.244%
38 15.751 2285 2289 2298 rVB3 63409 126259 3.83% ©.575%

39 16.515 2414 2419 2420 rBV3 36530 49352 1.50% 0.225%
40 16.933 2486 2490 2502 rVB6 48126 118728 3.61% ©.540%

Sum of corrected areas: 21977117
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127117.D\data.ms
3500000
3000000
2500000
2000000 5510

1500000

1000000

500000
4.363 551187

o

6.892

7.457

7.292

TT ‘ TTTT ‘ LI ‘ ‘ TTTT ‘
Time--> 2.40 2.60 2.80 3.00 3.2
Abundance TIC: BF127117.D\data.ms
9.251

3500000
3000000
2500000 10.727
2000000

1500000

9.933 11.422

1000000 8.175

8.975
500000

T T T
.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

13.010

089@%7 8.504
B ‘ — T T — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: BF127117.D\data.ms
3500000
3000000
2500000
2000000
1500000
1000000
14.068

500000 13.93 15.562
14.515 15.086 15.751 16,515  16.933

——
12.50

——
13.00

(e
Time--> 13.50

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.075 3.55 ng 143315 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 59
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
Abundance Scan 984 (8.075 min): BF127117.D\data.ms (-981) (-) m/z 57.05 100.00%
57.0
5000
41.0
i B0 800820840
100.1 : : : :
131.1
0 m_mw‘! -l NM‘M (i bt m/z 45.05 91.72%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 \H‘HH’HH‘HHMA\
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 34.71%
O+ T \‘H“\‘ T “ ‘H‘\ \‘!‘HH\ \‘1“\“ ! ‘\‘ \1\0}0‘.\0\1\1\6.‘0\1\3\2.\0‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
AR AREEE S
7.80 8.00 8.20 8.40
5000 m/z 75.10 20.92%
41.0
75.0
LTS A B .
miz--> 20 40 60 80 100 120 140
Abundance #25441: Propanoic acid, 2-hydroxy-, 2-methylpropyl ester
45.0 7.80 8.00 8.20 8.40
m/z 56.10 15.52%
5000
29.0
75.0
Ot “1“‘ R ‘9‘1"9“ R e R ARRESEEERR R
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Hydrocinnamic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.975 18.10 ng 731385 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrocinnamic acid 150 C9H1002 000501-52-0 97
2 4-Nitrosophenyl-.beta.-phenylpro... 255 C15H13NO3 1000129-40-0 91
3 Benzenepropanoic acid, silver(1l+... 256 C9H9Ag02 075112-79-7 53
4 Acetic acid, trifluoro-, 2-pheny... 218 C10H9F302 055419-66-4 52
5 Pentafluoropropionic acid, 2-phe... 268 C11H9F502 081089-48-7 47

Abundance Scan 1137 (8.975 min): BF127117.D\data.ms (-1128) (-) m/z 91.10 100.00%

91.1
5000
150.1
T
51.0 H ‘ ‘ 8.60 8.80 9.00 9.20
o n/z 164.10  54.86%
m/z--> 5 100 150 200 250 300 350
Abundance #28272: Hydrocinnamic acid
91.0
5000 150.0 a s EARREESEAE L
8.60 8.80 9.00 9.20
m/z 150.05 27.28%
51.0 ‘
O\\‘\M‘\“\H‘\"\\\‘\“\\\\‘\\\\‘\\\\‘\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance  #141883: 4-Nitrosophenyl-.beta.-phenylpropionate
91.0
A REmamRRERST IR
8.60 8.80 9.00 9.20
5000 m/z 77.05 17.73%
150.0
51.0 ‘
ow\ S0 S T
miz--> 100 150 200 250 300 350
Abundance #143923.Benzenepropanok:acm,sHveK1+)sah T
91.0 8.60 8.80 9.00 9.20
m/z 105.10 17.51%
5000
150.0
51.0
ol it ‘\ ) H\ | — 219.0257.0 365.(
e Pt e
m/z--> 100 150 200 250 300 350 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 3 Cyclododecane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.751 2.36 ng 106828  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 64
2 1-Dodecanol 186 C12H260 000112-53-8 58
3 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 58
4 1-Tetradecanol 214 C14H300 000112-72-1 58
5 Cyclotetradecane 196 C14H28 000295-17-0 52

Abundance Scan 1269 (9 751 min): BF127117.D\data.ms (-1264) (-)

m/z 55.05 100.00%

g3.1 109.0
5000
T —
13011651 2082 9.50 10.00
o' | lwww,mw_ww_ m/z 43.10  95.27%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #43467.Cyd0dodecane
3.0
5000 —r ——
9.50 10.00
111.0 9
‘ 140.0 168.0 m/z 41.00 89.74%
0' \\\‘\\!\’\\\\’H\\’\!\\‘H\\‘H\\‘H\\‘\
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #61043: 1-Dodecano
58.
3.0 I — I —
9.50 10.00
m/z 69.05 85.69%
5000 290
111.0
DAL L L] 2
Oty ‘ﬂ“m‘w“w“u,d“_“W‘H“H“_
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #140082:DecyIUMuoroaceHne —— T
55. 9.50 10.00
m/z 56.10 68.86%
83.0
5000
29.0 111.0
L ‘ | M0 1850 pgq
‘H“H“H‘ = ‘H‘_“W“H,H“W“w‘H“H“_‘H“ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40

Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: 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 2H-Indol-2-one, 1,3-dihydro- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.839 3.24 ng 146596  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 97
2 1H-Indole, 2,3-dihydro-4-methyl- 133 COH11IN 062108-16-1 95
3 Benzene, 1-isocyanato-2-methyl- 133 C8H7NO 000614-68-6 91
4 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 91
5 Benzene, 1l-isocyanato-4-methyl- 133 C8H7NO 000622-58-2 86

Abundance Scan 1284 (9.839 min): BF127117.D\data.ms (-1280) (-}  m/z 104.05 100.00%

104.1 133.0
5000 78.1
51.0 T
H 9.50 10.00
S ‘M nw bl 12111680 s 133 00 90.01%
miz--> 20 40 80 100 120 140 160
Abundance #16910.2H4nd0h2-0ne,Ls-mhydro-
104.0
133.0
5000 T
78.0 9.50 10 00
51.0 m/z 78.10 45.55%
O‘2\7\0\\“\\‘H\“\\\‘\‘\\‘\\"\\\‘\\H\‘\\\\‘\\\\
miz--> 20 40 80 100 120 140 160
Abundance #16969. lH—IndoIe, 2,3-dihydro-4-methyl-
133.0
9. 50 10 00
5000 104.0 m/z 105.05  43.95%
78.0
51.0 ‘
o2
miz--> 20 40 60 80 100 120 140 160
Abundance #16923: Benzene, 1-isocyanato-2-methyl-
104.0 133.0 9. 50 10 00
m/z 51.00 20.41%
5000
78.0
51.0
280 | |
O L L
m/z--> 20 40 60 80 100 120 140 160 1000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Isopropyl myristate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.369 2.07 ng 90870  Phenanthrene-d1e 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl myristate 270 C17H3402 000110-27-0 72
2 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 46
3 8-Methylnonanoic acid, isopropyl... 214 C13H2602 1000452-00-6 43
4 Heptanoic acid, 2,2-dimethyl-6-o0... 186 C10H1803 000926-27-2 30
5 Nonanoic acid, 1-methylethyl ester 200 C12H2402 028267-32-5 27

Abundance Scan 1544 (11.369 min): BF127117.D\data.ms (-1541) (-] m/z 43.10 100.00%

43.1
5000 102.1
73.1 228.2
185.1 11.00 1150
| L bdsse T o
O bbb I i bbb el M/ 60.85 66.85%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161161: Isopropyl myristate
43.0
5000 102.0 LN T
11.00 11.50
‘ 73.0 228.0 m/z 41.10  62.84%
185.0
014-OVV T !H\‘}‘H‘\ “m‘\ \‘\H““\ \‘\‘\ ‘ \ \‘]\-\4"\3\9‘ T \ T ‘ TTTT ‘ T \‘\ T ‘ T ! TT ‘ TTT \2’\7\0\\(’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126248: Dodecanoic acid, 1-methylethyl ester
43.0
— —r
11.00 11.50
5000 102.0 m/z 57.18  55.75%
73.0
200.0
Wb L2751
bbbl LT L | 20
m/z--> 20 40 60 80 100 120 140160180200220240260
Abundance #92169: 8-Methylnonanoic acid, isopropyl ester P ——
43.0 11.00 11.50
m/z 55.05 50.33%
5000 102.0
73.0 173.0
137. H
oH"‘U"Wuwwlw‘HUL‘Hwu‘M‘umM"wm‘wwwwm,w, — —
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1,2-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.580 2.51 ng 109869  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 86
2 Dibutyl phthalate 278 C16H2204 000084-74-2 78
3 Phthalic acid, isobutyl octyl ester 334 C20H3004 1010309-04-5 78
4 Phthalic acid, 2-fluorophenyl he... 344 C20H21F04 1000360-51-6 72
5 Phthalic acid, butyl 2-methylphe... 312 C19H2004 1000314-95-2 72

Abundance Scan 1580 (11.580 min): BF127117.D\data.ms (-1577) (1 m/z 149.00 100.00%
14p.0

5000
57.1

-

=
104.1 11.50

188.9 223.1 -
e L 1889 2230 2889 o0 16 27.37%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #170891: 1,2-Benzenedicarboxylic acid, bis(2-methylprof
149.0

o

-

5000 e :
11.50
20,0 57.0 m/z 41.10 13.15%
: : 223.0
O ‘\‘\‘H“‘\H}“\‘\f}‘\\%\O[ﬁ’\.e“\\\\‘\\‘\\‘\\\\‘.HH‘\‘H\“H\\‘\\\\‘\2\\7\8‘;9
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170757: Dibutyl phthalate
149.0
T 7 \
11.50
5000 m/z 104.10 9.49%
41.0 76.0104.0
Ol ettt e e et o 2188
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #241696: Phthalic acid, isobutyl octyl ester A ‘ —y !
149.0 11.50
m/z 76.00 9.29%
5000
29.0‘ 57"0 104.0 ‘ 223.0 279.C A N\JL,
Ot e e e e e e ot :
m/z--> 20 40 60 80 100120140160180200220240260280 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.092 2.11 ng 92539  Phenanthrene-d1e 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 96
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 90
3 2,5-Dimethoxycinnamic acid 208 C11H1204 010538-51-9 50
4 5-(2-Fluorobenzyl)-1,3-thiazol-2... 208 C1OH9FN2S 876715-72-9 49
5 Asarone 208 C12H1603 002883-98-9 49

Abundance Scan 1667 (12.092 min): BF127117.D\data.ms (-1664) (-1 m/z 208.10 100.00%

208.1
137.1 165.0
5000 '
T T
231.2 12.00
0 : m/z 137.05 58.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde

-

208.0
5000 — ‘
165.0 12.00
137.0 9
39.0 650 91.0 H m/z 165.00 50.81%
0l ‘\“u‘ ‘\M\‘ “‘1“‘1‘ : \‘\‘H‘\‘ ;M‘}\M ‘ ‘}‘uh ‘w“ : iM ‘hhh“‘ ‘m‘\‘ Py ‘\“ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84448: trans-Sinapaldehyde
208.0
12.00
5000 ITI/Z 180.05 33.00%
137.0 1650
28.0
0' J"Y_Y—TY_Y_Y_YT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 mJ
Abundance #84458: 2,5-Dimethoxycinnamic acid T ‘M
208.0 12.00

m/z 77.05  32.50%
910 1210

5000

-

0 1 T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

8270-BF021622.M Wed Mar 02 13:04:58 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

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

Quant Title

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

BF021622.M

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 trans-Sinapyl alcohol

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.139 2.27 ng 99306  Phenanthrene-d1e 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 96
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 68
3 9H-fluoren-9-one, 2,7-diamino- 210 C13H10N20 1000400-61-7 35

4 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404
5 Benzenemethanol, 2,5-dimethoxy-,... 210 C11H1404

Abundance Scan 1675 (12.139 min): BF127117.D\data.ms (-1672) (-

1000116-22-3 35
067698-75-3 30

m/z 167.00 100.00%

16y.0 210.1
5000 771 1210
—— —
391 ‘ H‘ ‘ 2392 12.00 12.50
0! ‘JMMWWUNNWWW‘M‘Hh‘A“ m/z 210.10  88.55%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000
12.00 12.50
70 1510 m/z 149.05 45.51%
39.0 ‘ | ‘
O TTT ‘ T \‘\ \“‘\ \‘U‘\ “‘\“‘\‘\ }H‘ \ MM\ ‘\‘HP\‘\‘H‘ ‘}‘\NM\M‘ T \H} T “\‘1 T \““‘\ T \‘\ ‘ T \‘\ T ‘ TTTT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100120140160180200220240
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0
== —
12.00 12.50
5000 77.0 m/z 121.00 40.78%
121.0
39.0
0 W
m/z--> 20 40 60 80 100120140160180200220240
Abundance #87283: 9H-fluoren-9-one, 2,7-diamino- T —
210.0 12.00 12.50
m/z 154.00 40.10%
5000
77.0 105.0 15401820 |
0\u‘\\u"m\‘u\w‘\\‘\\‘mu‘mu‘\u\‘u\\“‘\m‘um\m‘\m“ —T— —T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 12.00 12.50

8270-BF021622.M Wed Mar 02 13:05:05 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\

Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

Quant Title

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

: 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 9 Heptacosane

R.T. EstConc Area Relative to ISTD R.T.
13.116 6.55 ng 183485  Chrysene-di2 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83
4 Octacosane 394 C28H58 000630-02-4 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 1841 (13.116 min): BF127117.D\data.ms (-1836) (-]
57.1

Concentration Rank 5

m/z 57.10 100.00%

1300 1350
1271 . .
ol JW\MW by ﬁf’e ‘0‘“,2‘2‘3‘9‘ ‘2‘8‘1‘3_ e ‘3‘9‘? L m/z 71.10 60.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
5000 — ——
13.00 13.50
m/z 43.10 57.74%
0 ‘ il “\ u h u\ | 16\9 p L 225 0 281.0 380.0
\\\\‘ \\]\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
—— —
13.00 13.50
5000 ITI/Z 85.10 44 .66%
0 uh\ H\]\.] h h\ | 6\9\0\2\2‘\5.0‘ L ‘30‘90 3650 437'
I R T B B R et A
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl- — —
57.0 13.00 13.50
m/z 55.10 27.58%
ol it LLLIT) 3990 50 zao 350
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50

8270-BF021622.M Wed Mar 02 13:05:10 2022

Page:

12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 10 Diethylene glycol dibenzoate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.933  24.49 ng 685946  Chrysene-di12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 58
2 1-Benzoyloxy-2-formyloxybenzene 242 C14H1004 079792-93-1 43
3 2-Benzamido-4-phenylthiazole 280 C16H12N20S 014269-45-5 43
4 Phenylglyoxylic acid, pentyl ester 220 C13H1603 1000453-46-0 38
5 Phenylglyoxylic acid, isopropyl ... 192 C11H1203 1000453-46-3 38

Abundance Scan 1980 (13.933 min): BF127117.D\data.ms (-1970) (-  m/z 105.05 100.00%

105.1
149.1
5000
51.0 14 00
C
Ob b a1 ) 179.0 2130 252328L¢ 5 149 05  72.78%
miz--> 50 100 150 200 250
Abundance #216951: Diethylene glycol dibenzoate
105.0 1490
5000
1400
m/z 77. 44.72%
51.0
ols0 | | | 179.0
T T T T [ T T 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 #125813: 1-Benzoyloxy-2-formyloxybenzene
105.0
R
1400
5000 11.28%
51.0
0 b b 135, 016601970 242.0
; B T ke M
Miz--> 50 100 150 200 250
Abundance #173168: 2-Benzamido-4-phenylthiazole
105.0 1400
9.39%
5000
280.0
o o 1350 1750 2470 |
; ,———
miz--> 50 100 150 200 250 14.00

8270-BF021622.M Wed Mar 02 13:05:13 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 11 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.515 6.61 ng 185185  Chrysene-di12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Hexacosane 366 C26H54 000630-01-3 76
5 Tetratetracontane 619 C44H99 007098-22-8 76

Abundance Scan 2079 (14.515 min): BF127117.D\data.ms (-2075) (-, m/z 57.10 100.00%
57.1

w0 J/\J\K
1450 |
155 21972 2721 X
ol H L ‘”‘ LA it S 398 myz 71.18 68.12%
mlz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 o — :
14.50
9.0 m/z 43.05 55.11%
O]-\ \q ‘ H‘ \“‘\h“ \H‘ \]T\ “ “\%8\3\(‘)2\2\5\\0‘ T \?9\6‘(\)\ T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T \
14.50
5000 ITI/Z 85.10 49.,78%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
i S m e e
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- T
57.0 14.50
m/z 55.05 21.79%
h Mwwwmwwwwwﬂﬂjmkﬁwmmww
90 15501970
ol b L S—
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF021622.M Wed Mar 02 13:05:20 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 12 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.086 6.74 ng 166177  Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 (C28H58 000630-02-4 87
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 2176 (15.086 min): BF127117.D\data.ms (-2170) (-1 m/z 57.10 100.00%
57.1

5000 MJ\M
15.00 |
141.1183.0 267.1 '
ol “ Ll H LTn s ges3ols 9549y 715 61.03%
mlz--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 — ‘
15.00
9.0 m/z 43.10 51.50%
LSS om0 msao
O\\‘\\““\“‘\“‘!“\“\““\‘\\\‘\\\\“\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
T \
15.00
5000 ITI/Z 85.05 47 .30%
ol ‘L ”h‘ i M | 14} 9 183.0 225.0 267.0 309.0 _367.(
il e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T
57.0 15.00
m/z 55.05 19.07%
w WM
41.0
RERRNE| h\ |1#1018302250 2960 o
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF021622.M Wed Mar 02 13:05:27 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

Quant Title

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

: 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 13 Hexacosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.751 5.12 ng 126259 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Pentacosane 352 (C25H52 000629-99-2 83
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80
4 Heneicosane 296 C21H44 000629-94-7 74
5 Triacontane 422 C30H62 000638-68-6 72

Abundance Scan 2289 (15.751 min): BF127117.D\data.ms (-2285) (- m/z 57.10 100.00%
57.1
5000 MJJLM
1 — —
‘ ] h “ | 155.1 500 253.1 355 2 15.50 16.00
QRS B LN O et it m/z 71.10  63.40%
mlz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
5000 — ——
15.50 16.00
9.0 m/z 43.10 59.30%
0 | ‘H h u“\ ‘h h‘ H‘ %4%(\) 1830 2250 2670 309.0 366'
\\\‘\\ T T \\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
—— —
15.50 16.00
5000 m/z 85.05 53.19%
9.0
ol L4y 34018302250 267.0 309.0 3520
““‘ i Bt e e e  aTA
miz--> 100 150 200 250 300 350
Abundance #176396: Nonadecane, 9-methyl- — —
57.0 15.50 16.00
m/z 55.05 22.02%
20 MM\N’WJ\WW\\N
9.0 140.0
oo ALl sesozamozszo
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

Quant Title

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

: 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 14 Dodecane, 2-methyl-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.515 2.00 ng 49352  Perylene-d12 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
3 Hentriacontane 437 C31H64 000630-04-6 72
4 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 72
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 72

Abundance Scan 2419 (16.515 min): BF127117.D\data.ms (-2414) (- m/z 57.10 100.00%
57.1
5000 \J&““Nww¢/\ww»wwwwa
T T \
1330 2080 2811 332.1 16.50
(o m/z 71.05 94.58%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #59045: Dodecane, 2-methyl-
43.0
5000 —— :
16.50
141.0 m/z 85.10 64.60%
O ‘\\L‘\‘“1!‘9\“1“()\‘1\‘\1l‘\‘!\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #74020: Tridecane, 2-methyl-
57.0
T T \
16.50
5000 m/z 43.10 60.21%
L 155.0
ozotllizese [
miz--> 0 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane T ‘
57.0 16.50
m/z 69.05 32.56%
5000
13.0
ol LU0 1690 2250 300.0 365.0 4364
R R LA RS EE RS ——
m/z--> 0 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 15 unknownl16.933 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.933 4.82 ng 118728 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-naphthalenol, 6-methoxy- 174 C11H1002 1000404-68-0 46
2 5-Methyl-5,8-dihydro-1,4-naphtho... 174 C11H1002 086759-40-2 46
3 Cyclohex-2-enone, 2-butyryl-3-[2... 368 C22H28N203 1000302-14-0 43
4 1,2,5-Trimethylindol-6-amine 174 C11H14N2 1000389-10-0 43
5 Quinoline, 1,2,3,4-tetrahydro-2,... 189 C13H19N 1000308-78-7 38

Abundance Scan 2490 (16.933 min): BF127117.D\data.ms (-2486) (-, m/z 174.10 100.00%

174.1
5000 43.1
91.0 n AL _Mnpr
227.1 410. T
281.1 368.3 17 00
0. I8 P S 38.81%
mlz--> 50 100 150 200 250 300 350 400
Abundance #48942: 2-naphthalenol, 6-methoxy-
174.0
5000 1310 —
17. 00
26.31%
77.0
0_\\\“\‘\“‘\‘\‘“\‘\”"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #48970: 5-Methyl-5,8-dihydro-1,4-naphthoquinone
174.0
17.00
5000 131.0 m/z 159.00  23.30%
77.0
ol H‘HMuMMe“‘““w“““““‘u““
m/z--> 50 100 150 200 250 300 350 400 MMW
Abundance #277143: Cyclohex-2-enone, 2-butyryl-3-[2-(5-methoxy-2 AT AU
174.0 17.00
m/z 91.00 22.68%
5000
43.0
o 1189070 | | 2220 280032503680
e R S B e e e —
m/z--> 50 100 150 200 250 300 350 400 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127117.D

Acqg On : 01 Mar 2022 15:40
Operator : CG\JU

Sample : N1689-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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-(2-b... 8.075 3.5 ng 143315 2 8.175 807956 20.0
Hydrocinnamic acid 8.975 18.1 ng 731385 2 8.175 807956 20.0
Cyclododecane 9.751 2.4 ng 106828 3 9.933 905432 20.0
2H-Indol-2-one,... 9.839 3.2 ng 146596 3 9.933 905432 20.0
Isopropyl myris... 11.369 2.1 ng 90870 4 11.422 876010 20.0
1,2-Benzenedica... 11.580 2.5 ng 109869 4 11.422 876010 20.0
3,5-Dimethoxy-4... 12.092 2.1 ng 92539 4 11.422 876010 20.90
trans-Sinapyl a... 12.139 2.3 ng 99306 4 11.422 876010 20.0
Heptacosane 13.116 6.5 ng 183485 5 14.068 560246 20.0
Diethylene glyc... 13.933 24.5 ng 685946 5 14.068 560246 20.0
Heneicosane 14.515 6.6 ng 185185 5 14.068 560246 20.0
Octadecane 15.086 6.7 ng 166177 6 15.563 493121 20.0
Hexacosane 15.751 5.1 ng 126259 6 15.563 493121 20.0
Dodecane, 2-met... 16.515 2.0 ng 49352 6 15.563 493121 20.0
unknown16.933 16.933 4.8 ng 118728 6 15.563 493121 20.0
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