LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc : LSS-B2-TW-101623

ALS Vvial : 11 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 M\Methods\8270-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42422.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.075 317 321 327 rVB 102447 137359 1.57% 0.254%
2 5.522 389 397 409 rBV 1622673 2315874 26.51% 4.281%
3 7.146 666 673 684 rBV 943291 1490964 17.07% 2.756%
4 7.993 810 817 828 rBV 579925 930771 10.66% 1.720%
5 8.598 915 920 927 rBV2 82564 142564 1.63% 0.264%
6 8.916 969 974 978 rBV 95714 140554 1.61% 0.260%
7 8.969 978 983 991 rVB 110226 164729 1.89% 0.304%
8 9.069 993 1000 1009 rBV 230854 363868 4.17% 0.673%
9 9.192 1009 1021 1033 rBV 2000484 3320486 38.01% 6.138%
10 9.304 1033 1040 1051 rVB5 88600 166630 1.91% ©0.308%
11  9.404 1051 1057 1062 rBV 102076 159946 1.83% 0.296%
12 9.598 1085 1090 1095 rBV 245936 367668 4.21% 0.680%
13 9.657 1095 1100 1108 rVB 413649 637234 7.30% 1.178%
14  9.969 1145 1153 1158 rBV2 66159 112248 1.29% 0.207%
15 10.034 1158 1164 1169 rVV 125644 226997 2.60% 0.420%
16 10.122 1169 1179 1184 rVV2 469784 999533 11.44% 1.848%
17 10.181 1184 1189 1194 rVV 404276 655000 7.50% 1.211%
18 10.234 1194 1198 1205 rVV2 112839 192196 2.20%  ©.355%
19 10.322 1205 1213 1215 rVV 55602 96527 1.11% 0.178%
20 10.475 1233 1239 1245 rVB 87325 143575 1.64% 0.265%
21 10.816 1291 1297 1301 rBV 859557 1557137 17.83% 2.878%
22 10.869 1301 1306 1316 rVB 582965 1132423 12.96% 2.093%
23 10.987 1316 1326 1333 rVB 84850 133903 1.53% 0.248%
24 12.104 1510 1516 1520 rBV 63467 100320 1.15% 0.185%
25 12.469 1567 1578 1584 rBV 192166 309136 3.54% 0.571%
26 12.686 1610 1615 1621 rVB 98598 151499 1.73% 0.280%
27 12.892 1641 1650 1659 rBV 340077 542821 6.21% 1.003%

28 13.263 1706 1713 1721 rBV 4585498 6508527 74.51% 12.030%
29 14.639 1941 1947 1956 rVB 1066531 1532737 17.55%  2.833%
30 15.039 2005 2015 2032 rBV 2449228 4151874 47.53% 7.674%

31 16.133 2188 2201 2214 rBV 3526683 5016803 57.43%
32 16.745 2299 2305 2316 rBV 284005 424382  4.86%
33 17.392 2406 2415 2423 rBV 1344708 1865137 21.35%
34 18.239 2554 2559 2573 rBV 983756 1540363 17.63%
35 19.515 2771 2776 2789 rBV 586655 893620 10.23%

RNWO LV
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N
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36 19.662 2796 2801 2805 rBV 452840 526120 6.02% ©.972%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc : LSS-B2-TW-101623

ALS Vvial : 11 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 M\Methods\8270-BM102123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.968 2849 2853 2855 rBV 284515 333747 3.82% 0.617%
38 20.004 2855 2859 2875 rVB 7342524 8735086 100.00% 16.146%
39 20.680 2971 2974 2984 rBV4 75459 136870 1.57% 0.253%
40 21.233 3064 3068 3076 rBV 265863 403005 4.61% 0.745%

41 21.574 3121 3126 3132 rBV 1615405 2035484 23.30% 3.762%
42 21.939 3184 3188 3197 rVB 224690 331143 3.79% 0.612%
43 22.768 3325 3329 3335 rVB 169411 240573 2.75%  ©.445%
44 23.386 3429 3434 3447 rVB 273262 570826 6.53% 1.055%
45 24.039 3538 3545 3555 rVB 1061373 2163117 24.76%  3.998%

Sum of corrected areas: 54101376
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Oct 2023 16:40
: MA/JU
. 04917-07

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
BM042422.D

LSS-B2-TW-101623

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM042422.D\data.ms

9.192
5.522

7.146

J\

5.075

7.993 10,869
7 1901281
I mwﬂo@?%% sagtas lossr

10.816

Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50

10.00 10.50 11.00 11.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM042422.D\data.ms

13.263

16.133

15.039

17.392

14.639 18.239

16.745

20.004

8

Time-->

892
0 L2.1042@§'§q\

12.00 1250 13.00 1350 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM042422.D\data.ms

21.574
24.039

21.233 21.939 22.768 23.386
680 A -

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 19
R.T. EstConc Area Relative to ISTD R.T.
5.075 2.95 ng 137359 1,4-Dichlorobenzene-d4 7.993

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol 102 C6H140 000623-37-0 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 30
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9
Abundance Scan 321 (5.075 min): BM042422.D\data.ms (-317) (-) m/z 43.05 100.00%
43.0
5000
101.1 B AR AR
‘ ( 4.80 5.00 5.20 5.40
e 28l p/z 59.05  53.55%
miz-> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L B I BN R
4.80 5.00 5.20 5.40
m/z 101.10  18.82%
‘ 101.0
1\3"(\)“‘\‘ ‘\h‘ ‘ ‘\ 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 #4970: 3-Hexano
59.0
AR AEaEEEEE T
4.80 5.00 5.20 5.40
5000 m/z 58.05 14.82%
27.0
Dl
miz--> 50 100 150 200 250
Abundance #4528 2,3-Butanedione, monooxime R RREE RS ea h
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.76%
5000
101.0
13\0 |-
Pl B AR ARNEEERE T
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Benzene, 1,2-diethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.598 3.06 ng 142564  1,4-Dichlorobenzene-d4 7.993

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 95
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91
Abundance Scan 920 (8.598 min): BM042422.D\data.ms (-915) (-) m/z 119.10 100.00%
119.1
5000 91.0
e
39.0 65.0 ‘ 8.20 8.40 8.60 8.80 9.00
\\\‘H\\“‘\\“U\“‘\‘H\H‘\H‘\“HHH‘J\H“\‘\\H‘Hu‘:\lwg?’\.‘ouu m/Z 105.10 68.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
| M\
5000 | L BB B
910 8.20 8.40 8.60 8.80 9.00
' m/z 134.05 44.60%
%I-\!:_)\.‘()\‘\\\“‘\\‘\\“\‘\\\“‘\\”\‘H\\‘\H\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0 /\
N\ VAR WA Avh
8.20 8.40 8.60 8.80 9.00
5000 m/z 91.05 39.39%
91.0
a0 80y |
I nm i
el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17034: Benzene, 1,3-diethyl- AR e T
119.0 8.20 8.40 8.60 8.80 9.00
m/z 77.05 17.93%
5000
91.0
39.0 65.0 ‘ ‘
S " O ) ) e R )
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\

BM042422.D

: 24 Oct 2023 16:40
: MA/JU
. 04917-07

: 11 Sample Multiplier: 1

LSS-B2-TW-101623

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Benzene, 2-ethyl-1,4-dimethyl-

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
8.916 3.02 ng 140554 1,4-Dichlorobenzene-d4 7.993
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C10H14 000099-87-6 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
Abundance Scan 974 (8.916 min): BM042422.D\data.ms (-969) (-) m/z 119.10 100.00%
119.1
5000
] 77.0 ‘ 8.60 8.80 9.00 9.20
e bl L2090 0 2810 ) 134 05 31.22%
miz-> 50 100 150 200 250
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
8.60 8.80 9.00 9.20
m/z 91.05 18.91%
39.0 77.0
T ‘ T ‘\ ‘\‘ i‘“ \M T ‘H\ \‘ ‘h“\ M! \” T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #16996: o-Cymene
119.0
S RRREEEEE s e
8.60 8.80 9.00 9.20
5000 m/z 105.10 14.10%
390 770 ‘
miz--> 50 100 150 200 250
Abundance #16995: p-Cymene
119.0 8.60 8.80 9.00 9.20
m/z 77.00 10.83%
5000
4%.0 77.0 | ‘
| Lol bl | 1
e — = P
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc : LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 p-Cymene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.969 3.54 ng 164729 1,4-Dichlorobenzene-d4 7.993

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 983 (8.969 min): BM042422.D\data.ms (-978) (-) m/z 119.10 100.00%
119.1
5000
391 770 ‘ ) 8.60 8.80 9.00 9.20
e bl b 2080 28L0 0 134,05 28.12%
miz-> 50 100 150 200 250
Abundance #16995: p-Cymene
119.0
8.60 8.80 9.00 9.20
m/z 91.05 18.41%
4:‘L‘.O 77.0 | ‘
| ol b b U
T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #16996: o-Cymene
119.0
R e
8.60 8.80 9.00 9.20
5000 m/z 120.10 10.01%
390 770 ‘
miz--> 50 100 150 200 250 /\ }\
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- ‘_“‘_“‘_“AM‘A‘_
119.0 8.60 8.80 9.00 9.20
m/z 77.00 9.55%
5000
41.0 ‘77‘.0 | ‘
P | AT P M I
e AN mma s S
m/z--> 50 100 150 200 250 8.60 8.80 9.00 9.20

8270-BM102123.M Wed Oct 25 ©6:51:58 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : 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 5 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.069 7.82 ng 363868 1,4-Dichlorobenzene-d4 7.993
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 p-Cymene 134 C1oH14 000099-87-6 95
Abundance Scan 1000 (9.069 min): BM042422.D\data.ms (-993) (-) m/z 119.10 100.00%
119.1
5000
390 770 8.80 9.00 9.20 9.40
ook e e A8 1980 2810 Tn/z 134.05  30.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.80 9.00 9.20 9.40
m/z 91.05 19.13%
77.0
39.0 ‘ ‘
\H‘\‘\\\“‘\\“\‘\"i‘\HH‘\H\“H“\\‘HH\‘\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
R m e R
8.80 9.00 9.20 9.40
5000 m/z 120.10 10.30%
77.0
39.0 ‘ ‘
m‘H‘H“HH‘;u,‘;“H”‘mm“‘MHHm"H‘,‘H‘,HH‘mwuwmwuu,u
m/z--> 20 40 60 80 100120140160180200220240260280 /\
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- e ‘/‘\‘ ANAY.S
119.0 8.80 9.00 9.20 9.40
m/z 77.05 9.49%
5000
41.0 ‘77‘.0 |
PR | I P TR T | I
e e e e e e e e RAREEEE S e S
m/z--> 20 40 60 80 100120140160180200220240260280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 unknown9.304 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.304 3.58 ng 166630 1,4-Dichlorobenzene-d4 7.993

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 43
2 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 22
3 2-Heptene 98 C7H14 000592-77-8 15
4 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 11
5 2-Heptene, (E)- 98 C7H14 014686-13-6 11
Abundance Scan 1040 (9.304 min): BM042422.D\data.ms (-1033) () m/z 57.85 100.00%
5000
9.00 9.20 9.40 9.60
m/z 41.05 99.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22960: Nonana
57.0
29.0
5000 L L R R IR R
98.0 9.00 9.20 9.40 9.60
m/z 105.10 81.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9637: 5-Aminovaleric acid
30.0
o RARAMsE
9.00 9.20 9.40 9.60
5000 m/z 43.05 80.79%
I3 99.0
WLl | L
-t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3707: 2-Heptene R RAmaa e
41.0 9.00 9.20 9.40 9.60
m/z 56.10 62.89%
5000 69.0
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : 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 7 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.598 4.72 ng 367668 Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 o-Cymene 134 C1eH14 000527-84-4 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91

Abundance Scan 1090 (9.598 min): BM042422.D\data.ms (-1085) (-) m/z 119.10 100.00%

119.1
5000 JJ\
N

91.0 T

39.1 65.0 135.1 9. 50 10.00

e e TR 7 134005 42.09%
miz--> 20 40 60 80 100 120 140

Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 ' /‘k T
9. 50 10.00

m/z 91.05 18.73%

91.0
\]_\5\()‘\‘\\\4‘:"‘-\()\‘\\‘6?\0\ \“‘\\\\“\‘\\‘\“\\1?\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0

9.50 10.00
5000 m/z 120.10 10.25%
91.0
ELY Tl P PO s B
miz--> 20 40 60 80 100 120 140 A A
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- Sty L |
119.0 9.50 10.00

m/z 77.05 9.07%

5000
39.0 65.0 91.0 %5 0
\ ‘\ il ‘ w ] \

miz--> 20 60 80 100 120 140 10,00

8270-BM102123.M Wed Oct 25 ©6:52:02 2023 Page: 10



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_M
BM042422.D

: 24 Oct 2023 16:40
: MA/JU
. 04917-07

: 11 Sample Multiplier:

Library Search Compound Report

\Data\BM102423\

1

LSS-B2-TW-101623

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.657 8.18 ng 637234  Naphthalene-d8 10.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
Abundance Scan 1100 (9.657 min): BM042422.D\data.ms (-1095) (-) m/z 119.10 100.00%
119.1
d/\
39.0 770 950 1000
ol b b w Wy 207 28LU y/; 134,05 40.08%
miz-> 50 100 150 200 250
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 i A“\ i T
9.50 10.00
91.05 18.25%
41.0 77. 0‘
T T ‘\ ‘\‘ ‘M \“\ T T H\H! \h\ ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
9.50 10.00
5000 m/z 120.05 9.51%
39.0 770‘ |
T T u |l |
e A e — —
m/iz--> 50 100 150 200 250 /\ /\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- Gty L |
119.0 9.50 10.00
m/z 77.05 9.20%
5000
410 7. 0‘
m/z--> 50 100 150 200 250 10.00

8270-BM102123.M Wed Oct 25 ©6:52:03 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.034 2.92 ng 226997 Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 91
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87

Abundance Scan 1164 (10.034 min): BM042422.D\data.ms (-1158) (- m/z 117.10 100.00%

117.1
5000
2 |

51. ‘ ‘ 10.00
e 870, | aaasr 2810 ;935 05 38.25%
miz--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 e :
10.00

m/z 115.05 29.00%

51.0 ‘
15 0\ ‘ “H\ \H‘ M M “‘ \H“ A e B e o B A
m/z--> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- M
117.0

10.00
5000 m/z 131.05 20.02%
399 77\0\ |
N R P 1 R 1 Ll

s — —

miz--> 50 100 150 200 250
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- Bonmip ALY oy

117.0 10.00

91.106  15.83%

5000
e

miz--> 50 100 150 200 250 10,00

8270-BM102123.M Wed Oct 25 ©6:52:04 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 Octanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.122 12.84 ng 999533  Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 96
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 Nonanoic acid 158 C9H1802 000112-05-0 50
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 50
Abundance Scan 1179 (10.122 min): BM042422.D\data.ms (-1169) (- | m/z 60.00 100.00%
60.0
5000 A
101.1 s —
10.00 10.50
T LH“‘H‘““i“\“m\‘ ”““\‘\ \1\4?(\) T T T T T T \2\8\1$ m/Z 73.05 71.1400
miz--> 50 100 150 200 250
Abundance #24056: Octanoic acid
60.0
5000 — —
10.00 10.50
101.0 o
29.0 ‘ m/z 43.05 47 .48
T \H\ W‘MM “\‘\““‘\ “ \‘\ \14\.40\ I — T T T T T 1
miz--> 50 100 150 200 250
Abundance #9147: Hexanoic acid
60.0
= =
10.00 10.50
5000 ITI/Z 41.10 45.71%
27.0
ggoxo oo
miz--> 50 100 150 200 250
Abundance #35299: Nonanoic acid = =
60.0 10.00 10.50
m/z 55.05 38.48%
5000
29.0 115.0
LN I T DA
m/z--> 50 100 150 200 250 10.00 10.50

8270-BM102123.M Wed Oct 25 ©6:52:05 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc : LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : 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 11 1-Methyl-2-phenylcyclopropane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.181 8.41 ng 655000 Naphthalene-d8 10.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 86
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 70
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 64
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 64

Abundance Scan 1189 (10.181 min): BM042422.D\data.ms (-1184) (f m/z 119.10 100.00%
119.1
5000 (\
390 770 10.00 10.50
(
2oy | m/z 117.10 86.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16134: 1-Methyl-2-phenylcyclopropane
11v.0
5000 ol —~—
10.00 10.50
m/z 134.05 39.16%
51.0 ‘
\\\‘\H\“H“w\"h‘\\E?\“h“w‘\\1‘\V\‘\‘\H\’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16107: 1-Phenyl-1-butene
117.0 k
= —
10.00 10.50
5000 m/z 115.10  31.00%
39.0 77-0‘
S 0 S ——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16114: Benzene, 2-butenyl- o I
117.0 10.00 10.50
m/z 132.05 29.96%
5000
65.0
27.0‘ ‘ ‘ ‘
‘H_MqnWWWNMmmNH‘_MwH‘WHHM‘HMHW‘HWHH,HHM‘ L —
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50

8270-BM102123.M Wed Oct 25 ©6:52:07 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 n-Decanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.892 7.08 ng 542821  Acenaphthene-d10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 90
2 Octanoic acid 144 C8H1602 000124-07-2 53
3 Heptanoic acid 130 C7H1402 000111-14-8 50
4 Methyl-.alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 47
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 47

Abundance Scan 1650 (12.892 min): BM042422.D\data.ms (-1641) ({ | m/z 60.00 100.00%
60.0

%

5000 129.1 1
— ——
m ‘ ‘PM 1250 13.00
e T T bt 2721 2210 2BLL s 73 65 96.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #46961: n-Decanoic acid
60.0
5000 — e
129.0 12.50 13.00
29.0 m/z 41.85 66.73%
172.0
\’Hh\P\?\HU\O\‘M‘H‘H“H\\‘Hl\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24056: Octanoic acid
60.0
= —=
12.50 13.00
5000 m/z 43.05 58.39%
101.0
29.0 ‘
B Y
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15392: Heptanoic acid e —T
60.0 12.50 13.00
m/z 55.05 52.54%
: HAA~NJ\\M~,%A~J
27.0 ‘ P
01.0
1 Y (| SO
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

8270-BM102123.M Wed Oct 25 ©6:52:08 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\

Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 13 Dodecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.039 54.18 ng 4151870  Acenaphthene-di10 14.639
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 74
4 Nonanoic acid 158 C9H1802 000112-05-0 53
5 Hexanoic acid 116 C6H1202 000142-62-1 43

Abundance Scan 2015 (15.039 min): BM042422.D\data.ms (-2005) (- | m/z 73.05 100.00%
73.0
43.0
5000
1291 |
97.1
(IR T Y oo
vl qu“\HH‘_‘uq“u“u“u“_‘u m/z 69.05 92.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75716: Dodecanoic acid
60.0
5000 129.0 isbd
85.0 157.0 . o
29.0 ‘ m/z 43.05 70.97%
200.0
hb \J\)‘\\‘\ \‘i‘\\\\‘\\‘\\‘\\\\l\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60689: Undecanoic acid
60.0
T T
15.00
5000 m/z 41.05 70.62%
29.0 85.0 129.0
186.0
157.0
et s NMN:““‘ WHM‘ A079 wu“ ‘ “‘ IR NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46963: n-Decanoic acid —
60.0 15.00
m/z 55.10 60.07%
29.0
5000
129.0
N
“‘_Wu¢“ﬁw‘wu“‘H“NM“H“H“‘Hl‘_“‘_“‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

8270-BM102123.M Wed Oct 25 ©6:52:09 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 14 Tetradecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.745 4.55 ng 424382  Phenanthrene-d10 17.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 80
Abundance Scan 2305 (16.745 min): BM042422.D\data.ms (-2299) (- | m/z 73.10 100.00%
431 731
5000 129.1
185.2 T ‘ T T ‘ T
16.50 17.00
228.3
‘ HM LM w”\“ ol b P 2820 e e 87.65%
miz--> 50 100 150 200 250
Abundance #109282: Tetradecanoic acid
43.0 (730
5000 129.0 228.0 =1 R
16.50 17.00
185.0 m/z 43.10  85.23%
- ‘\‘ ‘; \\‘H‘u HH ‘\m‘ ‘\‘H‘L {M‘\‘u} “ e m‘\ SRR \‘ e
miz--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
e
43.0 730
= —
16.50 17.00
5000 129.0 m/z 41.10 74.14%
171.0
il L L
: ‘\‘ H‘H‘d h““\ “\‘H“\ ;\m‘ u, ‘\ ‘\“ I “‘ ‘ “‘ e
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid = ]
43.0 73.0 16.50 17.00
m/z 55.10 65.34%
5000 129.0
‘ 199.0 2420
. ‘\‘ m ‘H‘H h“ \‘lm‘ \\h“‘\ M‘ H} “‘1‘58‘9 {“ ‘i - “\ = A T
m/z--> 50 100 150 200 250 16.50 17.00

8270-BM102123.M Wed Oct 25 ©6:52:11 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc : LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.239 16.52 ng 1540360 Phenanthrene-d10 17.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Nonanoic acid 158 C9H1802 000112-05-0 43

Abundance Scan 2559 (18.239 min): BM042422.D\data.ms (-2554) (- | m/z 73.05 100.00%

43.1 73.0
5000
129.1

213.2 w
‘ H H‘ ‘ 157.1 ‘ 256.3 18.00 18.50
b L L T miz 43.10 93.21%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 === e
18.00 18.50
97.0 1570 213.0 256.0
M H‘H U‘ H ‘\ Hh”\ ‘H‘\ mi ‘ ‘

m/z 60.05 84.95%
’HHH\H Hr\‘\\\\‘\\H‘H\\‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘H\

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #92069: Tridecanoic acid
73.0
—— —
43.0 18.00 18.50
5000 129.0 m/z 41.85 76.57%
171.0
‘ 214.0
b 1
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid —r= =
43.0 73.0 18.00 18.50

m/z 55.05 70.30%

5000
129.0 242.0
‘ ‘ 199.0
| H\JJH\W‘N\H toro | | ‘

m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50

8270-BM102123.M Wed Oct 25 ©6:52:12 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc : LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 16 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.515 8.78 ng 893620  Chrysene-di2 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2776 (19.515 min): BM042422.D\data.ms (-2771) (- m/z 43.10 100.00%

43.1
5000 129.1
1852 241.3 T \
‘ ‘ 284.3 19.50
ol ] u bt L3201 nyz 73,05 93.07%
mi/z--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0

129.0 284.0

1850 241.0 19.50
‘ m/z 60.00 81.14%
NJMM\A\ \\

m/z--> 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid

73.0
—r—
19.50
5000 129.0 m/z 57.10  76.37%
50

%

5000

-

‘ 199.0 2420
‘ \\H‘w\h”‘ﬂ\u‘\‘““‘ H“H"HH“
m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid T ‘
19.50
m/z 41.10 72.71%
5000 129.0
H 171.0 213.0 256.0
HHM‘ H‘m\h”w“u‘\‘w ‘\ “ ““‘\ “‘\H‘LHH’HH“ e
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\

Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 17 Butyl citrate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.662 5.17 ng 526120  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butyl citrate
2 Adipic acid, 2-hexyl isobutyl ester 286 C16H3004
3 Adipic acid, isobutyl 2-pentyl e... 272 C15H2804
4 Adipic acid, 3-hexyl isobutyl ester 286 C16H3004
5 Dibutyl adipate

360 C18H3207

258 C14H2604

000077-94-1 91
1000353-70-9 64
1000324-15-6 64
1000353-62-2 56
000105-99-7 56

Abundance Scan 2801 (19.662 min): BM042422.D\data.ms (-2796) (- | m/z 185.10 100.00%
185.1
129.0
5000
57.1
—{ L
‘ i 259.1 19.50 20.00
ol bl b 12220 | 3411 o 59,00 77.82%
miz--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000 —r= i
19.50 20.00
41.0 2590 m/z 57.10 29.39%
T ‘\ ‘\“ ““\ \ \ \ } ‘\ “ “\ T T ‘ T T T T ‘ { LI ’ LI \3‘6\]-.\'
miz--> 100 150 200 250 300 350
Abundance #181341.Admk:add,2¢mxstobuwIeﬁer
129.0
= —
19.50 20.00
m/z 41.10 25.62%
5000 185.0
57.0
m/z--> 50 100 150 200 250 300 350
Abundance #163306: Adipic acid, isobutyl 2-pentyl ester o —
129.0 19.50 20.00
m/z 111.00 13.25%
185.0
5000
57.0
L \h T S SEAS SHE
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc : LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 18 n-Nonadecanol-1 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.233 3.96 ng 403005 Chrysene-di12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Cyclohexadecane 224 C16H32 000295-65-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 3068 (21.233 min): BM042422.D\data.ms (-3064) (- | m/z 43.10 100.00%

431
7.1
5000

21.00 21.50

m/z 55.10  94.46%

J “J\J\\ \‘\“‘\]1\\5“4\‘1()\\‘\2\3\\8‘0\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #104594: Cyclohexadecane
55.0

21.00 21.50

54.1208.1 281.1
0rm p‘“H“m%"uH??‘H“‘H“‘§?54‘ﬂ¥5?‘ﬁ?5‘ m/z 57.10 95.75%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179255: n-Nonadecanol-1
43.0
97.0
5000 —— —
l 21.00 21.50

5000 ITI/Z 69.10 88.88%
111.0
2240
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #245846: Trifluoroacetoxy hexadecane T ——
57.0 21.00 21.50

m/z 83.10  88.33%

5000 10 AMNWWWWWJ\WWVHMAJM%
J “ hu. 196.0  269.0320.0

: —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc LSS-B2-TW-101623

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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 19 unknown21.939 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.939 3.25 ng 331143  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentaethylene glycol 238 C10H2206 004792-15-8 35
2 Heptaethylene glycol 326 C14H3008 005617-32-3 35
3 Pentaethylene glycol monododecyl... 406 C22H4606 003055-95-6 35
4 Hexaethylene glycol 282 C12H2607 002615-15-8 35
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 005579-66-8 35

Abundance Scan 3188 (21.939 min): BM042422.D\data.ms (-3184) (- | m/z 45.10 100.00%
1

45. 227.2
5000

} L 1’ 155'# 3289  430.1489.1549 22.00
O b Lol b d o SEST L SPRETREERT m/z 227.15 88.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #120148: Pentaethylene glycol
45.0
5000 1
22.00
m/z 89.05 51.93%
133.0
‘\‘\“\‘\‘l\\‘m\‘\‘u\‘\\‘\‘\\1-95".\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #231001: Heptaethylene glycol
45.0
——
22.00
5000 m/z 43.10 43.82%
133.0
(il | 2070 2830

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #305785: Pentaethylene glycol monododecyl ether —
45.0 22.00

m/z 87.00  38.03%

5000

133.0
\‘J “ 1\"\ ”‘ T 1 l 21302730 407.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Data Path :
Data File :
: 24 Oct 2023 16:40
: MA/JU

: 04917-07

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\

BM042422.D

: 11 Sample Multiplier: 1

LSS-B2-TW-101623

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 20 unknown23.386 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
23.386  s.28ng 576826 perylene-di2 24.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H607 002615-15-8 43
2 Pentaethylene glycol 238 C10H2206 004792-15-8 43

003386-18-3 43
005579-66-8 43
005117-19-1 43

3 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010
4 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C2@H42011
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409

Abundance Scan 3434 (23.386 min): BM042422.D\data.ms (-3429) (- | m/z 45.10 100.00%

481
227.2
5000
- —
“ 133.0 23.00 23.50
orrbdbdi o L L 3270 3990 47518351 . 7057 20 ge.35%
mjz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175222: Hexaethylene glycol
45.0
5000 — ASS
23.00 23.50
m/z 89.05 52.84%

133.0
Ih ] ] | 195.0

‘HII‘HH[HH[\\H’\H\’H\\‘HH‘HH‘\\H‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #120151: Pentaethylene glycol

45.0

ks

23.00 23.50
5000 m/z 87.00

33.64%

133.0
Ll | Il } L 239.0

‘\\\\‘\\u\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e

-

45.0 23.00 23.50
m/z 43.10 33.41%
5000
133.0
L ﬂ\u‘\‘ 207.0265.0 327.0
‘HH“m‘HH“m,uu,m“HH“m‘uu‘mwuu“ “ 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102423\
Data File : BM@42422.D

Acqg On : 24 Oct 2023 16:40

Operator : MA/JU

Sample : 04917-07 :
Misc : LSS-B2-TW-101623

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.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-... 5.075 3.0 ng 137359 1 7.993 930771 20.0
Benzene, 1,2-di... 8.598 3.1 ng 142564 1 7.993 930771 20.0
Benzene, 2-ethy... 8.916 3.0 ng 140554 1 7.993 930771 20.0
p-Cymene 8.969 3.5 ng 164729 1 7.993 930771 20.0
Benzene, 4-ethy... 9.069 7.8 ng 363868 1 7.993 930771 20.0
unknown9.304 9.304 3.6 ng 166630 1 7.993 930771 20.0
Benzene, 1,2,3,... 9.598 4.7 ng 367668 2 10.816 1557140 20.0
Benzene, 1,2,4,... 9.657 8.2 ng 637234 2 10.816 1557148 120.0
Benzene, 2-ethe... 10.034 2.9 ng 226997 2 10.816 1557140 20.0
Octanoic acid 10.122 12.8 ng 999533 2 10.816 1557140 20.0
1-Methyl-2-phen... 10.181 8.4 ng 655000 2 10.816 1557140 20.0
n-Decanoic acid 12.892 7.1 ng 542821 3 14.639 1532740 20.0
Dodecanoic acid 15.039 54.2 ng 4151870 3 14.639 1532740 20.0
Tetradecanoic acid 16.745 4.5 ng 424382 4 17.392 1865140 20.0
n-Hexadecanoic ... 18.239 16.5 ng 1540360 4 17.392 1865140 20.0
Octadecanoic acid 19.515 8.8 ng 893620 5 21.574 2035480 20.0
Butyl citrate 19.662 5.2 ng 526120 5 21.574 2035480 20.0
n-Nonadecanol-1 21.233 4.0 ng 403005 5 21.574 2035480 20.0
unknown21.939 21.939 3.3 ng 331143 5 21.574 2035480 20.0
unknown23.386 23.386 5.3 ng 570826 6 24.039 2163120 20.0
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