LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135603.D

Acqg On : 05 Oct 2023 17:03
Operator : CG\JU

Sample : 04712-01

Misc :

ALS vial : 7 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135603.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.963 485 489 508 rBV 1102506 1563188 46.31% 6.367%
2 5.381 556 560 582 rBV 3035316 3375471 100.00% 13.748%
3 5.763 621 625 631 rBV 37849 42671 1.26% 0.174%
4 6.393 728 732 753 rBV 3231643 3278960 97.14% 13.355%
5 6.581 761 764 777 rBV 90350 120356 3.57% 0.490%

6 6.740 787 791 799 rVB 884719 737335 21.84% 3

7 7.281 880 883 884 rBV 168919 133097 3.94% ©

8 7.304 884 887 890 rVB 2113626 2001238 59.29%  8.151%

9 8.016 1005 1008 1026 rVB 1152673 955269 28.30% 3
9.098 1187 1192 1195 rBV 3459151 3311159 98.09% 13.

11  9.210 1208 1211 1216 rVB 106506 103341 3.06%
12 9.775 1303 1307 1310 rBV 1045481 971056 28.77%
13 10.569 1438 1442 1451 rBV 2054433 1856612 55.00%
14 11.263 1557 1560 1563 rBV 950284 901455 26.71%
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15 11.292 1563 1565 1569 rVV 130887 114630 3.40% 467%
16 11.345 1569 1574 1578 rVB 29487 38700 1.15% ©0.158%
17 11.804 1648 1652 1659 rBv2 291930 362351 10.73% 1.476%
18 11.886 1663 1666 1673 rVB 28974 43225 1.28% ©.176%
19 12.486 1765 1768 1772 rBV 223455 204597 6.06% 0.833%
20 12.592 1783 1786 1792 rBV2 53847 75771 2.24% 0.309%

21 12.716 1801 1807 1812 rVB 181226 196517 5.82%
22 12.863 1827 1832 1835 rBV 2582280 2324671 68.87%
23 13.927 2008 2013 2016 rBV2 609458 701110 20.77%
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24 13.951 2016 2017 2024 rVB 92974 75898 2.25% 309%
25 14.086 2037 2040 2043 rBV 37084 37756 1.12% 154%
26 14.768 2153 2156 2160 rVB 80788 87365 2.59% 0.356%
27 14.968 2186 2190 2193 rBV 64711 93458 2.77% 0.381%
28 15.268 2238 2241 2246 rBV 39710 44735 1.33% 0.182%
29 15.333 2249 2252 2257 rVB 56566 64225 1.90% 0.262%
30 15.392 2257 2262 2275 rBV 483718 655843 19.43% 2.671%
31 16.880 2512 2515 2521 rVB2 24174 39223 1.16% 0.160%
32 17.333 2588 2592 2598 rVB2 21846 40684 1.21% 0.166%
Sum of corrected areas: 24551967
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

7

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\

BF135603.D
: 05 Oct 2023 17:03
: CG\JU
. 04712-01
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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TIC: BF135603.D\data.ms

9.098

12.863

10.569

8.016
9.775 11.263

11.804

35 JJ\Lgse et L»_y

0
Time-->

10.00 10.50 llOO 1150 1200 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF135603.D\data.ms

13.927 15.392

131951086 14.764.968 195683 16.880  17.333

Time-->

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

8270-BF091123

.M Fri Oct @6 15:12:52 2023

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135603.D

Acqg On : 05 Oct 2023 17:03
Operator : CG\JU

Sample : 04712-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.963 42.40 ng 1563190 1,4-Dichlorobenzene-d4 6.740

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 489 (4.963 min): BF135603.D\data.ms (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
T
| 61 1011 4.60 4.80 5.00 5.20
Ot 7RO 28 m/z 59.00  54.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L N B LA LN B
59.0 4.60 4.80 5.00 5.20
m/z 101.10 15.26%
031.01183.0101-0’
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A A REEEaREE
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.92%
41.0
29.0 101.0
O ool el 730880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.43%
5000 41.0
29.
87.0
H‘H"_‘H‘H“_‘H‘H“_‘H‘H“_‘H‘H“_‘H,‘ “H‘W‘H“H‘w‘u‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135603.D

Acqg On : 05 Oct 2023 17:03

Operator : CG\JU

Sample : 04712-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.581 3.26 ng 120356 1,4-Dichlorobenzene-d4 6.740
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 40
3 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 39
4 .beta.-Methoxyethoxymethyl chloride 124 C4H9C102 003970-21-6 38
5 1-Butaneboronic acid 102 C4H11BO2 004426-47-5 38
Abundance Scan 764 (6.581 min): BF135603.D\data.ms (-761) (-) m/z 45.00 100.00%
45.0
5000
A
21 556 6.40 6.60 6.5 700
89.1 104.1 : . : . —
0 HwWwmww‘hwwl‘ml‘mw_m_mwwww m/z 58.95  32.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 T T T T T TR
6.20 6.40 6.60 6.80 7.00
2900 72.0 m/z 72.10 16.92%
O \\]‘-ﬁr\q‘H\H“H\\“\‘M\‘H\\}‘\H\‘!‘\‘\\‘\ﬁ\g“g\%‘(\)‘ﬁ.\c‘)\\\\‘\\\\%\3\5\’\.‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9878: Butanoic acid, 4-methoxy-
45.0
T e
6.20 6.40 6.60 6.80 7.00
5000 m/z 43.00 12.64%
85.0
60.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10041: 2-Propanol, 1-propoxy- T T T T
45.0 6.20 6.40 6.60 6.80 7.00
m/z 60.00 10.71%
73.0
5000
il
AN A 1 o N B DU Lo Y N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Data Path

Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

. Z:\svoasrv\HPCHEM
BF135603.D

: 05 Oct 2023 17:0
: CG\JU

: 04712-01

: 7 Sample Multip

: C:\Database\N

Library Search Compound Report

1\BNA_F\Data\BF100523\

3

lier: 1

IST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 2,4,7,9-Tetra

methyl-5-decyn...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
o210 2.13ng 103341 Acenaphthene-die 5.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 CL4H2602 000126-86-3 86

2 Acetaminophen
3 Metacetamol

151 C8HONO2
151 C8H9NO2

000103-90-2 49
000621-42-1 47

4 2-Thiophenecarbonitrile 109 CS5H3NS 001003-31-2 43
5 4-Amino-2-methylpyrimidine 109 C5H7N3 000074-69-1 38
Abundance Scan 1211 (9.210 min): BF135603.D\data.ms (-1208) (-) m/z 42.95 100.00%
43.0
109.1
5000
151.1
RERRNRE SN RS
‘ 85.0 8.80 9.00 9.20 9.40 9.60
0 H‘_“AWuNMNLuwwﬂhwhwwhuu‘ul‘_w‘w‘u“u“‘ m/z 109.10 52.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 DL B LA B W
8.80 9.00 9.20 9.40 9.60
69.0 m/z 151.05 30.80%
0 ;\5\.9\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ ! \“ T 1 T \‘\ T ‘Jr??\?\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen
109.0
R R
8.80 9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 19.26%
43.0 80.0
o180 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28726: Metacetamol e e e
109.0 8.80 9.00 9.20 9.40 9.60
m/z 57.00 12.30%
5000 151.0
43.0 80.0
0 ??9H“ﬂuﬂ‘ww‘wk‘H,‘NH"H“Hl‘_“W“‘W“H‘ R RaLaRsNSRELERS
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135603.D

Acqg On : 05 Oct 2023 17:03
Operator : CG\JU

Sample : 04712-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.804 8.04 ng 362351 Phenanthrene-d10 11.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1652 (11.804 min): BF135603.D\data.ms (-1648) (- m/z 43.05 100.00%
43.0 73.0
5000
129.1
213.2 = e
157.1185.1 256.1 11.50 12.00
O m/z 60.00  89.58%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 . e
129.0 11.50 12.00
213.0 m/z 73.00 87.41%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\H““Huwl“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
- e
11.50 12.00
5000 129.0 m/z 57.05 78.72%
171.0
214.0
015&?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid o —
43.0 73.0 11.50 12.00
m/z 55.10 72.78%
5000 129.0
199.0
s e
ST 0 10 8 O o O P W ) e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135603.D

Acqg On : 05 Oct 2023 17:03
Operator : CG\JU

Sample : 04712-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.768 2.66 ng 87365  Perylene-di12 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 86
2 Farnesol isomer a 222 C15H260 1000108-92-4 80
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 80
4 Hexadeca-2,6,10,14-tetraen-1-0l1,... 290 C20H340 007614-21-3 78
5 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 64

Abundance Scan 2156 (14.768 min): BF135603.D\data.ms (-2153) (- m/z 69.05 100.00%

69.0
5000

—
137.0 14.50 15.00
bbbl Ly 2060 2871 3872 . 8119 52.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0

5000 UL
14.50 15.00

m/z 41.10 33.47%

137.0
On-m\mﬂuuﬂ\ 191.0 273.0 341.0 410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #101957: Farnesol isomer a
69.0

—
14.50 15.00

5000 ITI/Z 95.10 12.35%
121.0
SR TNTY b T R WWM
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol e —
69.0 14.50 15.00

m/z 68.00 11.63%

) /MMM/«/JLNM
137.0
>
0_14 ,193.0

7 \
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100523\
Data File : BF135603.D

Acqg On : 05 Oct 2023 17:03
Operator : CG\JU

Sample 1 04712-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.963 42.4 ng 1563190 1 6.740 737335 20.0
Ethanol, 2-(2-e... 6.581 3.3 ng 120356 1 6.740 737335 20.0
2,4,7,9-Tetrame... 9.210 2.1 ng 103341 3 9.775 971056 20.0
n-Hexadecanoic ... 11.804 8.0 ng 362351 4 11.269 901455 20.0
Supraene 14.768 2.7 ng 87365 6 15.392 655843 20.0
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