LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc :

ALS Vvial : 15 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-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41316.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.904 287 292 296 rVB 58516 78250 1.12% 0.212%
2 5.363 361 370 379 rBV 2000885 2897342 41.52% 7.852%
3 6.028 477 483 491 rBV4 47433 112146 1.61% 0.304%
4 6.240 512 519 528 rBV6 36526 85220 1.22% 0.231%
5 6.316 528 532 536 rBV 48930 74273 1.06% 0.201%
6 6.751 601 606 612 rVB 168620 233319 3.34% 0.632%
7 6.975 637 644 658 rVB 1914197 3089523 44.28% 8.373%
8 7.093 659 664 669 rVB3 45741 69830 1.00% ©0.189%
9 7.410 713 718 726 rBV3 47551 111967 1.60% 0.303%
10 7.592 741 749 754 rVB3 42260 93168 1.34% 0.252%
11 7.740 769 774 778 rBV 145668 189732 2.72% 0.514%
12 7.787 778 782 788 rvV 434002 643284 9.22% 1.743%
13 7.987 813 816 824 rVB 108554 163412 2.34% 0.443%
14 8.298 864 869 883 rVB 140475 339375 4.86% 0.920%
15 8.434 883 892 899 rBV 115519 202830 2.91% 0.550%
16 8.639 923 927 931 rBv2 51311 76164 1.09% 0.206%
17 8.881 964 968 975 rVB5 57958 108197 1.55% 0.293%
18 8.963 975 982 998 rVB 1202498 2098891 30.08% 5.688%
19 9.122 1005 1009 1017 rVB7 33051 69907 1.00% 0.189%
20 9.345 1040 1047 1052 rBv2 43386 82909 1.19% 0.225%
21 9.410 1054 1058 1061 rBV 51437 79798 1.14% 0.216%
22 9.651 1092 1099 1110 rVB6 45414 115554 1.66% 0.313%
23 9.751 1110 1116 1124 rBV5 56612 125916 1.80% 0.341%
24 10.592 1252 1259 1272 rVB 597936 1074779 15.40% 2.913%
25 10.733 1279 1283 1291 rVB 83198 122854 1.76% 0.333%

26 11.604 1426 1431 1435 rBV 56341 88745 1.27%
27 13.074 1674 1681 1698 rVB 2974303 4399529 63.05% 1
28 13.345 1720 1727 1732 rBV 57860 101134  1.45%
29 14.457 1909 1916 1925 rBV 947362 1417444 20.31%
30 15.074 2009 2021 2022 rBV2 58139 151183 2.17%

CWOeORrO®
N
~
N
R

31 15.957 2165 2171 2191 rVB 3023721 4319166 61.90% 11.

1
32 17.215 2379 2385 2397 rBV 1349220 1862902 26.70% 5.048%
33 17.339 2401 2406 2410 rVV 71603 94606 1.36% ©.256%
34 18.115 2533 2538 2555 rBV 444188 727310 10.42% 1.971%
35 19.062 2696 2699 2709 rVB5 53874 92567 1.33% ©0.251%

36 19.398 2752 2756 2765 rBV 186256 273467 3.92% 0.741%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS Vvial : 15 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-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.856 2828 2834 2839 rBV 5809950 6977345 100.00% 18.908%
38 21.121 3046 3049 3057 rBV2 231506 318061 4.56% ©.862%

39 21.421 3095 3100 3108 rBV 1559798 1992556 28.56% 5.400%
40 23.791 3497 3503 3515 rVB 889159 1746068 25.02% 4.732%

Sum of corrected areas: 36900723
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 07 Aug 2023 17:28
: MA/JU
: 03903-10

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
BM041316.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM041316.D\data.ms

5.363 6.975

8.963

7787 10.592
4.904 6028306 °7517.0037.416005P. 98B . 29884638 850 1 HBAWSTH1 733 11.604

0
Time-->

350 4.00 450

500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM041316.D\data.ms

19.

856

13.074 15.957

17.215
14.457

15.074

o

13.345

0
Time-> 1

2.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM041316.D\data.ms

21.421
23.791

21.121

Time-->

21.00 2150 22.00 2250 23.00 23.50 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\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28

Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.904 2.43 ng 78250  1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
4 Tripropylene glycol, propyl ethe... 348 C18H4004Si 1000367-07-2 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 292 (4.904 min): BM041316.D\data.ms (-287) (-) m/z 43.00 100.00%

43.0
5000
101.0 S T
‘ 208.9 280.¢ 4.60 4.80 5.00 5.20
bt w2089 SO0 m/z 59.00  62.34%
miz-> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B I R
4.60 4.80 5.00 5.20
m/z 101.00  21.80%
101.0
01\3“\0”‘\‘ ‘\h‘ ‘ “\ 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
43.0
R
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.78%
129.0
0130 86.0
L e — — —
miz--> 50 100 150 200 250
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- R RRRERR R R
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.33%
5000 101.0
27.0 ‘
0 ‘Mdhﬂum‘ ‘V‘M . e
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20

8270-BM@72823.M Tue Aug 08 04:50:03 2023

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.028 3.49 ng 112146  1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 53
2 Oxalic acid, heptyl isohexyl ester 272 C15H2804 1000309-33-1 47
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47
4 Ether, heptyl hexyl 200 C13H280 007289-40-9 43
5 Oxalic acid, cyclobutyl nonyl ester 270 C15H2604 1000309-70-0 43

Abundance Scan 483 (6.028 min): BM041316.D\data.ms (-477) (-) m/z 57.05 100.00%

57.0
97.0
5000
A RRRmNEREE
‘ “ ‘ 192.9 5.80 6.00 6.20 6.40
ol bl d 1928 2809 04305 95.95%
m/z--> 0 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 L B I L LI LN B
5.80 6.00 6.20 6.40
m/z 55.00 66.92%
39.0
ol 190 701810 2220 2600 3080
‘\\\\‘\\\\‘\\\’\\\\’\\\\’\\\\’\\\\
m/z--> 0 50 100 150 200 250 300
Abundance
57.0
e ARRRmEEEEE
5.80 6.00 6.20 6.40
5000 m/z 41.00 59.52%
98.0
0 1430 189.0 229.0
B we o
m/z--> 0 50 100 150 200 250 300
Abundance #8645: Hexane, 2,4-dimethyl- e ARARMEAEE
43.0 5.80 6.00 6.20 6.40
m/z 97.00 53.91%
5000 85.0 J\A
020 L LIL e e m‘ﬂ,‘/vj‘\””
m/z--> 0 50 100 150 200 250 300 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Decane, 2,6,8-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.240 2.65 ng 85220 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 78
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
3 Octane, 4-ethyl- 142 C1leH22 015869-86-0 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 519 (6.240 min): BM041316.D\data.ms (-512) (-) m/z 56.95 100.00%
57.0
990 ' 6.00 6.20 6.40 6.60
207.9 ¢ : : : :
O‘WH‘meHNLNL&&MM‘HH‘HH,HHM‘Hwiuw‘HM‘HwageT m/z 43.00 73.71%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59087: Decane, 2,6,8-trimethyl-
57.0
5000 UL L L I BN L
6.00 6.20 6.40 6.60
m/z 41.00 47.22%
0 L0 ssonmg
H‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH’HH‘HH’HH‘\\H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
A AR
6.00 6.20 6.40 6.60
5000 m/z 71.10 42.71%
98.0
0 2no 141.0 184.0
T T T e T e
m/z--> 20 40 60 80 100120140160180200220240260280 /\,/\
Abundance #22071: Octane, 4-ethyl- P e
57.0 6.00 6.20 6.40 6.60
m/z 55.00 24.24%
5000
112.0
27,0
0H“MHHM““\m”m“‘H"““"M"]"ﬁ%(‘)‘,H"“‘H,‘m“m“m“m‘u A RAEmammEs
m/z--> 20 40 60 80 100120140160180200220240260280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Octane, 2,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.316 2.31 ng 74273  1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 64
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 64
4 Hentriacontane 437 C31H64 000630-04-6 64
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 59
Abundance Scan 532 (6.316 min): BM041316.D\data.ms (-528) (-) m/z 57.00 100.00%
57.0
5000
‘ 11‘3-1 1930 6.00 6.20 6.40 6.60
. (
ol ! bbb 1930 2808y 7100 62.44%
miz-> 50 100 150 200 250
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000 L L B B I R
6.00 6.20 6.40 6.60
m/z 43.00 54.48%
27.0 113.0
O T T “\ ‘\‘ “M\ H‘ \‘\ ‘ \“ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
R RS AR
6.00 6.20 6.40 6.60
5000 m/z 41.00 46.91%
27.0
113.0
0 143.0
T T T
miz--> 50 100 150 200 250
Abundance #22095: Octane, 3,6-dimethyl- AR
57.0 6.00 6.20 6.40 6.60
m/z 56.00 33.39%
5000
27.0 113.0
ob A b L NVNVL AN O
m/z--> 50 100 150 200 250 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28

Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Octane, 2,2,6-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.751 7.25 ng 233319 1,4-Dichlorobenzene-d4 7.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 83
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 72
3 Octane, 2,5,6-trimethyl- 156 C1l1H24 062016-14-2 59
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53
Abundance Scan 606 (6.751 min): BM041316.D\data.ms (-601) (-) m/z 57.05 100.00%
57.0 n
5000
‘ ‘ 85.0 1411 6.40 6.60 6.80 7.00
ol 308 2t A4l /2 se.ee  32.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
5000 L L B L BN B R B
6.40 6.60 6.80 7.00
m/z 43.00 28.74%
85.0
O 29.0 \1\1-\3\.‘0\\\1\4.‘1\-\0\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
RN EaEa R
6.40 6.60 6.80 7.00
5000 m/z 41.00 28.15%
85.0
0 113.0 155.0 184.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33099: Octane, 2,5,6-trimethyl- AR EAERENATES SRS
57.0 6.40 6.60 6.80 7.00
m/z 71.05 27.03%
5000
29.0 85.0
ol L 1270 1560 S S -
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 6 Heptane, 2,2,3,5-tetramethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.093 2.17 ng 69830 1,4-Dichlorobenzene-d4 7.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2,3,5-tetramethyl- 156 C11H24 061868-42-6 59
2 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 47
3 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 47
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 38
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 38

Abundance Scan 664 (7.093 min): BM041316.D\data.ms (-659) (-) m/z 57.05 100.00%
57.0

.

5000
o 650 7.00 720 740
0t J:H‘ ‘ M“ : !“‘ 2200 h/z se.es  49.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33109: Heptane, 2,2,3,5-tetramethyl-
57.0
5000 L B R B L LR BRI
6.80 7.00 7.20 7.40
20,0 ‘ 98.0 m/z 41.08  37.24%
0 ‘\‘\‘\\““\\\““\\M\\‘\‘\\\“\\\\‘\\\]_\4‘]_\.(\)\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
AR RA RS AR RN AR
6.80 7.00 7.20 7.40
5000 m/z 55.05 25.01%
29.0
85.0
0 113.0
TR B Bs En s R N T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107246: Dodecane, 2,2,11,11-tetramethyl- N EERRsEEEs R
57.0 6.80 7.00 7.20 7.40
m/z 43.05 23.70%
5000
29.0 85.0
ol M || 777 1130 1410 1680 2110
R LA = A et RN RRRRE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

. 15

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
BM041316.D

: 07 Aug 2023 17:28
: MA/JU
: 03903-10

Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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

Concentration Rank 7

Peak Number 7 Ethanol, 2-(2-ethoxyethoxy)-

R.T. EstConc Area Relative to ISTD
7416 3.48ng 111967  1,4-Dichlorobenzene-d4  7.787
Hit# of 5 Tentative ID MW MolForm

1 Ethanol, 2-(2-ethoxyethoxy)-

134 C6H1403

000111-90-0 59

2 Diethyl carbitol 162 C8H1803 000112-36-7 50
3 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 50
4 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 47
5 2-Pentanol, formate 116 C6H1202 058368-66-4 38
Abundance Scan 718 (7.410 min): BM041316.D\data.ms (-713) (-) m/z 45.00 100.00%
45.0
5000
o5 16075070 780 78
- u““p‘“lw ‘H‘w‘w‘w“‘l:zﬁl‘ 208 0L 4300 36.74%
miz-> 50 100 150 200 250
Abundance #17315: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 B R R
7.00 7.20 7.40 7.60 7.80
m/z 59.00 35.04%
s 0“ | 75.0104.0
O\‘-‘\‘\\“‘1“\\\‘H\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance
45.0
b e AR
7.00 7.20 7.40 7.60 7.80
5000 m/z 71.00 35.00%
015.0 103.0
e — —
m/iz--> 50 100 150 200 250
Abundance #9880: Butanoic acid, 4-methoxy- T T T T T
45.0 7.00 7.20 7.40 7.60 7.80
m/z 72.00 28.60%
5000
85.0
ol e
m/z--> 50 100 150 200 250 7.00 7.20 7.40 7.60 7.80

8270-BM072823
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 unknown7.592 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.592 2.90 ng 93168 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 43
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 42
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 38
4 Hexyl isobutyl carbonate 202 C11H2203 959067-98-2 38
5 Butane, 1-chloro-2-methyl-, (S)- 106 C5H11C1 040560-29-0 38
Abundance Scan 749 (7.592 min): BM041316.D\data.ms (-741) (-) m/z 57.00 100.00%
57.0
- M\JLM\
R e R B
| “99.0 139.0 . 7.207.407.60 7.80 8.00
ol LB L L2079 2800 43 60 45.06%
miz--> 0 50 100 150 200 250
Abundance #33099: Octane, 2,5,6-trimethyl-
57.0
5000 I L LB B I
7.20 7.40 7.60 7.80 8.00
m/z 56.00 39.37%
O ’ T Z\GL\O‘\“ ‘ H\ ‘U T ‘\99“‘.()\ T T \1‘56\.()\ T T ’ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance
57.0
R AR
7.20 7.40 7.60 7.80 8.00
5000 m/z 41.00 35.96%
97.0
139.0 224.0
ol Rl oy P
m/iz--> 0 50 100 150 200 250
Abundance #4489: Butane, 2,2,3-trimethyl- Rmaas e e ama R
57.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 30.43%
9
m/z--> 0 50 100 150 200 250 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.987 5.08 ng 163412 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 72
2 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
3 Octacosane 394 (C28H58 000630-02-4 64
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 64
5 Pentacosane 352 C25H52 000629-99-2 64
Abundance Scan 816 (7.987 min): BM041316.D\data.ms (-813) (-) m/z 57.05 100.00%
57.0
7.60 7.80 8.00 8.20 8.40
| \‘ “ L] 127 ! 207.0 . . . . . o
O plphrld ‘Hw\‘\\\“\\\\‘\\\\‘\\\\‘\\\\ m/z 71.10 62.13%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 LR B R
7.60 7.80 8.00 8.20 8.40
m/z 43.00  48.04%
0150 ‘L 1] h‘ | 141018302250 296.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
R B AR
7.60 7.80 8.00 8.20 8.40
5000 m/z 85.05 42 .55%
o 99.0 141.0
e T T
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane R aa e A B ama o
57.0 7.60 7.80 8.00 8.20 8.40
m/z 41.00 34.26%
B M
ol L H | 141 9;83 0225.0 281.0 337.0 394.
e “““‘ T e R aaaa aa e
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Heptane, 5-ethyl-2,2,3-trim... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.298 10.55 ng 339375 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 5-ethyl-2,2,3-trimethyl- 170 C12H26 062199-06-8 72
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 64
Abundance Scan 869 (8.298 min): BM041316.D\data.ms (-864) (-) m/z 57.00 100.00%
57.0
R A
‘ | 1131 8.00 8.20 8.40 8.60
Ol d e o 29202079 281U /7 s6.e0  42.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45524: Heptane, 5-ethyl-2,2,3-trimethyl-
57.0
5000 UL L B I B AL LR
8.00 8.20 8.40 8.60
112.0 m/z 43.00 32.53%
27.0
O \H‘\‘}H“‘\H‘ "\‘\H\‘\‘M\H“H\‘\‘\H\‘]\-ﬁ\s’.?\\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
R ARARES
8.00 8.20 8.40 8.60
5000 m/z 41.00 27 .86%
27.0 113.0
Y N S W . —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14582: Hexane, 2,2,5-trimethyl- A RAR e AR RS
57.0 8.00 8.20 8.40 8.60
m/z 71.05 22.70%
5000
27‘.0\“ [ 11:\3'0
Ol e e e e e e e e B i e AL B
m/z--> 20 40 60 80 100120140160180200220240260280 8.00 8.20 8.40 8.60

8270-BM@72823.M Tue Aug 08 04:50:10 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Hexane, 2,2,5,5-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.434 6.31 ng 202830 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 59
3 Hexane, 2,2,5,5-tetramethyl- 142 C1leH22 001071-81-4 53
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 50
5 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 50
Abundance Scan 892 (8.434 min): BM041316.D\data.ms (-883) (-) m/z 57.05 100.00%
57.0
- AA\UNWAﬁ\MAwVVAKA/MfV
T e
85.0
39‘ ‘ 1131 14 8.20 8.40 8.60 8.80
Ol il L ST 1340 1550 s 56 e 34.89%
miz--> 20 40 60 80 100 120 140 160
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
5000 L L I L LI L B
8.20 8.40 8.60 8.80
m/z 43.00  29.28%
85.0
oL 20 “ B0 o e
\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance
57.0
 AAARNEEE e
8.20 8.40 8.60 8.80
5000 m/z 71.05 28.26%
29.0
85.0 113.0
0 142.0
T e e T
m/z--> 20 40 60 80 100 120 140 160
Abundance #22136: Hexane, 2,2,5,5-tetramethyl-  ERREEREEREE A
57.0 8.20 8.40 8.60 8.80
m/z 41.00 25.97%
5000
39
0 | “‘ 850 107.0 1270
e S RARRMEEE
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Sulfurous acid, hexyl penty... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.639 2.37 ng 76164 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 80
2 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1010309-15-8 78
3 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 72
4 Sulfurous acid, decyl pentyl ester 292 C15H3203S 1000309-14-3 72
5 Sulfurous acid, dodecyl 2-pentyl... 320 C17H3603S 1000309-16-1 72
Abundance Scan 927 (8.639 min): BM041316.D\data.ms (-923) (-) m/z 71.05 100.00%
71.0
43.0
5000
‘ ' 8.408.60 8.80 9.00
111.0141.0 . T S
0 ,‘Hmw“‘H‘lw“m_m_wm_HW???‘%HWm_%ﬁl‘z( m/z 43.00 58.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117906: Sulfurous acid, hexyl pentyl ester
430 850
5000 L B LA LA BN B U
8.40 8.60 8.80 9.00
m/z 57.00  38.54%
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance
71.0
e  EAAAEaanE e
8.40 8.60 8.80 9.00
5000{ 430 m/z 70.05  34.77%
127.0
0 99.0 179.0209.0
[T T [ T T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170574: Sulfurous acid, nonyl pentyl ester e SBBRRRRNEENLEE
71.0 8.40 8.60 8.80 9.00
m/z 85.05 34.06%
43.0
5000
bbb 1780
m/z--> 20 40 60 80 100120140160180200220240260280 8.40 8.60 8.80 9.00

8270-BM@72823.M Tue Aug 08 04:50:11 2023 Page: 15



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

d

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
BM041316.D

: 07 Aug 2023 17:28
: MA/JU
: 03903-10

: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 13 Benzene, 4-ethyl-1,2-dimethyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.881 3.36 ng 108197 1,4-Dichlorobenzene-d4 7.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 91
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 90
5 p-Cymene 134 C1oH14 000099-87-6 90
Abundance Scan 968 (8.881 min): BM041316.D\data.ms (-964) (-) m/z 119.00 100.00%
119.0
5000 97.0
" o ek ab0n0e0
LT g th ) | | pees0sooean
O b e e m/z 97.05 44.89%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 L L B BN LR
8.60 8.80 9.00 9.20
91.0 m/z 134.00  29.79%
39.0 65.0
0 \‘HH.‘\‘\H“‘\ \“\‘\“\‘\H‘H‘\H\‘H‘HML\H‘\‘HH 1
miz--> 0 20 40 60 80 100 120 140
Abundance
119.0
8.60 8.80 9.00 9.20
5000 m/z 85.05 26.95%
91.0
. 15.0 39.0 65.0
I R A e
m/z--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl- A RAREEE e
119.0 8.60 8.80 9.00 9.20
m/z 91.00  26.85%
B /\Wywwwwmw/\ﬁww/\meﬂ
91.0
0 “‘Eﬁ?‘ﬂ3%?Nm?aPHM"LWW“WM“M‘H“ ‘ R R e w AT
m/z--> 0 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20

8270-BM@72823.M Tue Aug 08 04:50:12 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 unknown9.122 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.122 2.17 ng 69907 1,4-Dichlorobenzene-d4 7.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 35
2 Methoxyacetic acid, 2-ethylcyclo... 200 C11H2003 1000282-69-7 22
3 1,2-Dihydrocuparene 204 C15H24 1000414-98-7 22
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 20
5 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 14

Abundance Scan 1009 (9.122 min): BM041316.D\data.ms (-1005) (-) m/z 69.00 100.00%

69.0
5000 105.0 WW
3900 S mma
H148 .0 207.9 281.( 8.80 9.00 9.20 9.40
0! “‘”‘ MM e m/z 97.10  93.83%
miz--> 50 100 200 250
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 L L R B R
8.80 9.00 9.20 9.40
m/z 57.00 90.16%
01\5 \0“\ ‘H‘ “ H\ \“ T H‘ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
69.0
 AAEEaEEE R
111.0 8.80 9.00 9.20 9.40
5000 m/z 55.00 86.66%
39.0
0L, b - e e
miz--> 50 100 150 200 250
Abundance #80196: 1,2-Dihydrocuparene e ARRREEES ST,
69.0 8.80 9.00 9.20 9.40
111.0 m/z 41.00 82.94%
- MWW
oL 30 ik H 1,1} 145017502040
B e — : ——  AAEEmEEE R
m/z--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28

Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 15 unknown9.651 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
9.651 2.15 ng 115554  Naphthalene-d8 10.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 49
2 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 38
3 Silane, methyldimethoxyisopropoxy- 164 C6H1603Si 1000416-18-2 38
4 Phenol, 4-(1,1-dimethylethyl)-2-... 164 C11H160 000098-27-1 35

5 Benzenemethanol, 4-(1,1-dimethyl... 164 C11H160 000877-65-6 32

Abundance Scan 1099 (9.651 min): BM041316.D\data.ms (-1092) (-) m/z 149.05 100.00%
149.1
57.0
5000
93.0
P e
39‘# ‘ ‘ 118.9 9.50 10.00
0 “‘_“‘MM‘W"HWwHW‘ﬂﬁwwww‘w“u‘p‘m“h“ m/z 57.05 53.33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27174: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149.0
5000 — e
107.0 9.50 10.00
m/z 92.95 34.75%
o 280 30 800 1310 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
149.0
P o
107.0 9.50 10.00
5000 ITI/Z 41.00 27 .90%
52.0 79.0
27.0
ot
m/z--> 20 40 60 80 100 120 140 160
Abundance #40024: Silane, methyldimethoxyisopropoxy- —— ——
105.0 149.0 9.50 10.00
m/z 71.00 27.82%
5000
75.0
ol L 2ro4s0 \ Tl wso A 7h e
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00

8270-BM@72823.M Tue Aug 08 04:50:13 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 trans-4a-Methyl-decahydrona... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.751 2.34 ng 125916  Naphthalene-d8 10.592

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 76
2 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 74
3 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 64
4 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 62
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 60

Abundance Scan 1116 (9.751 min): BM041316.D\data.ms (-1110) (-) m/z 67.00 100.00%

67.0
920 152.1
5000
39,0
T L —
\ H‘\‘d‘\ 1283 ]| 280.¢ 9.50 10.00
Orprerete ol B W e m/z 81.08  83.83%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29512: trans-4a-Methyl-decahydronaphthalene

i

95.0
137.0
67.0
5000 — —
9.50 10.00
m/z 95.00 82.82%
39.0 H ‘
0 ’\\\\‘i‘\Hh\"\“\\\“i\\\H“\“\\“\‘\\U‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
95.0
P e
67.0 9.50 10.00
5000 ITI/Z 152.05 77 .06%
152.0
39.0
123.0
Ottt Ml e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl- Ay L n, A i
81.0 9.50 10.00
m/z 41.05 66.35%
41.0 152.0
5000
09.0
0! — e
m/z--> 20 40 60 80 100120140160180200220240260280 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 17 Undecane, 2,6-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.733 2.29 ng 122854  Naphthalene-d8 10.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 83
2 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 72
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 72

Abundance Scan 1283 (10.733 min): BM041316.D\data.ms (-1279) (- | m/z 57.05 100.00%

57.0
5000

o -
85.1 10.50 11.00
112.0 140.0

e LT IA00 1690 2080 0wz 71.e5  48.76%

L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59069: Undecane, 2,6-dimethyl-
57.0

o

5000 e -
10.50 11.00
m/z 43.00 46.94%
20.0 ‘ 98.0
O ‘\H\‘\\“‘\\\‘ “\\H{\“U\\\““\\1‘\‘\\]\-\4.‘]-\.\0\\‘\\\]-\8‘\4.\.9‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
—— —
10.50 11.00
5000 m/z 41.00 28.77%
85.0 112.0
168.0
0 140.0 211.0 239.0
RRAREE e E A ERRa R R R e e SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90208: Dodecane, 2,6,11-trimethyl- —— ——
57.0 10.50 11.00

m/z 56.00 15.93%

5000
85.0
29.0
\‘ \ ‘ ‘ 1130
| | Al

0 L 1 \\1410 169.0 197.0
RERRREERRRRERRE T

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.115 7.81 ng 727310  Phenanthrene-di10 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 81
Abundance Scan 2538 (18 115 min): BM041316.D\data.ms (-2533) (- m/z 73.00 100.00%
5000
128.9
213.1 = ——
‘ 171 1 ‘ 256.1 18.00 18.50
ob— Al L L T340 59 65 79.08%
m/z--> 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000 j i =1
129.0 18.00 18.50
213.0 m/z 43.00 76.98%
171.0 ‘
0! \\M‘\H\ \ “ \‘\‘\”‘|\‘\‘\\“\\\\‘\\\\
miz--> 100 150 200 250 300
Abundance
73.0
== =
18.00 18.50
5000 m/z 41.00 63.58%
129.0
29.0 185.0 228.0
o
miz--> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid T T
73.0 18.00 18.50
m/z 55.00 61.21%
5000 129.0
29. 171.0
‘ 214.0
ow‘h Al 1 ““‘ — ——
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.398 2.74 ng 273467  Chrysene-di2 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2756 (19.398 min): BM041316.D\data.ms (-2752) (- | m/z 73.00 100.00%

5000 129.0 WJL/A
1851 2411 — ——
290 | ‘ ‘ 2841 19.00 19.50
0! b Ll b L3248 T 43 00 85.37%
m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
5000 — —
129.0 19.00 19.50
m/z 60.00 82.78%
29 ‘ 185.0 541 284.0
0" \Hh“‘ ‘M\M \“‘\ \‘ \“\ “ I [ \“\ R
miz--> 50 100 150 200 250 300
Abundance
73.0
= —F=
129.0 256.0 19.00 19.50
5000 ITI/Z 57 .00 73.00%
213.0
29.0 710
oLt Wb bl by L L
miz-> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid — —
73.0 19.00 19.50
m/z 55.00 70.20%
5000 129.0
29.
199.0 2420
NI 1 =T Y P N g ¥, e
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 20 Pentadecafluorooctanoic aci... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.121 3.19 ng 318061 Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95

2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 1-Hexacosene 364 C26H52 018835-33-1 90
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 89
Abundance Scan 3049 (21.121 min): BM041316.D\data.ms (-3046) (- | m/z 57.10 100.00%
57.1
- J,J\
— —
| %5-1 207.0 282.0355.0 21.00 21.50
oAbl Uidy, . |, 282035504309  ./; 43.00 80.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 ik —
21.00 21.50
m/z 55.00 73.30%
5.0 252.0
ol UL "~ 369.0 648.1
\H\‘HH‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
—— —
21.00 21.50
5000 m/z 83.05 72.57%
125.0
238.0311.0
O e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #318054: Nonadecy! pentafluoropropionate = —
57.0 21.00 21.50
m/z 69.00 67.09%
5000
5.0
ol ‘JW\JI¢195026§0 412.0
e A e e e o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50

8270-BM@72823.M Tue Aug 08 04:50:17 2023 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41316.D

Acqg On : 07 Aug 2023 17:28
Operator : MA/JU

Sample : 03903-10

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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-... 4.904 2.4 ng 78250 1 7.787 643284 20.0
n-Tetracosanol-1 6.028 3.5 ng 112146 1 7.787 643284 20.0
Decane, 2,6,8-t... 6.240 2.6 ng 85220 1 7.787 643284 20.0
Octane, 2,6-dim... 6.316 2.3 ng 74273 1 7.787 643284 20.0
Octane, 2,2,6-t... 6.751 7.3 ng 233319 1 7.787 643284 20.0
Heptane, 2,2,3,... 7.093 2.2 ng 69830 1 7.787 643284 20.0
Ethanol, 2-(2-e... 7.410 3.5 ng 111967 1 7.787 643284 20.0
unknown?7.592 7.592 2.9 ng 93168 1 7.787 643284 20.0
Heneicosane 7.987 5.1 ng 163412 1 7.787 643284 20.0
Heptane, 5-ethy... 8.298 10.6 ng 339375 1 7.787 643284 20.0
Hexane, 2,2,5,5... 8.434 6.3 ng 202830 1 7.787 643284 20.0
Sulfurous acid,... 8.639 2.4 ng 76164 1 7.787 643284 20.0
Benzene, 4-ethy... 8.881 3.4 ng 108197 1 7.787 643284 20.0
unknown9.122 9.122 2.2 ng 69907 1 7.787 643284 20.0
unknown9.651 9.651 2.1 ng 115554 2 10.592 1074780 20.0
trans-4a-Methyl... 9.751 2.3 ng 125916 2 10.592 1074780 20.0
Undecane, 2,6-d... 10.733 2.3 ng 122854 2 10.592 1074780 20.0
n-Hexadecanoic ... 18.115 7.8 ng 727310 4 17.215 1862900 20.0
Octadecanoic acid 19.398 2.7 ng 273467 5 21.421 1992560 20.0
Pentadecafluoro... 21.121 3.2 ng 318061 5 21.421 1992560 20.0
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