LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BM@41172.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.452 40 45 48 rBV 206191 272623 4.01% 0.593%
2 3.481 48 50 56 rVB 168900 184923 2.72% 0.402%
3 3.540 56 60 65 rBv2 66150 85746 1.26% 0©.187%
4 3.716 85 90 101 rVB 799403 1037393 15.27%  2.257%
5 3.816 101 107 113 rBV 971840 1340413 19.74% 2.916%
6 3.963 124 132 139 rBV3 112683 228535 3.36% 0.497%
7 4.069 144 150 155 rBV 322570 408771 6.02% ©.889%
8 4.275 182 185 196 rVB2 38265 76425 1.13% 0.166%
9 4.516 220 226 230 rBV3 75572 116181 1.71% 0.253%
10 4.710 251 259 266 rBV3 43766 96866 1.43% 0.211%
11 4.804 271 275 280 rW 88643 121458 1.79% 0.264%
12 4.916 291 294 300 rVB 52968 72236 1.06% 0.157%
13 5.222 341 346 349 rBV2 82348 125555 1.85% 0.273%
14 5.375 362 372 378 rBV 2686518 3919556 57.71% 8.526%
15 5.451 382 385 389 rVB 102982 129254 1.90%  0.281%
16 5.551 397 402 406 rBV 159684 231360 3.41% 0.503%
17 5.763 434 438 442 rBV 105177 130053 1.91% 0.283%
18 6.046 480 486 494 rBvV2 125635 232613 3.43% 0.506%
19 6.169 500 507 516 rBv3 41069 86959 1.28% 0.189%
20 6.257 516 522 531 rBV6 43507 115945 1.71% 0.252%
21 6.334 531 535 540 rBV 53262 75527 1.11% 0.164%
22 6.416 545 549 561 rVB5 37171 100095 1.47% 0.218%
23 6.769 604 609 615 rVB 595808 851041 12.53% 1.851%
24 6.828 615 619 624 rVB 57469 77739 1.14% 0.169%
25 6.981 639 645 661 rVB 2634984 4188345 61.67% 9.111%
26 7.116 662 668 672 rBV 68790 114171 1.68% 0.248%
27 7.304 696 700 703 rBV 65444 107699 1.59% 0.234%
28 7.428 714 721 728 rBV3 58348 137745 2.03% 0.300%
29 7.763 773 778 781 rBV 110687 156849 2.31% 0.341%
30 7.804 781 785 793 rVB 737375 1092993 16.09% 2.378%
31 7.910 799 803 809 rBV 47902 73884 1.09% 0.161%
32 8.010 816 820 828 rVB 163609 248355 3.66% 0.540%
33 8.322 869 873 877 rVvB 123513 162021 2.39% 0.352%
34 8.451 887 895 905 rBv2 133589 278913 4.11% 0.607%
35 8.904 967 972 978 rVW 125662 190244  2.80% 0.414%

36 8.981 978 985 1002 rVB 1480558 2483494 36.57% 5.402%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

37 9.434 1057 1062 1070 rVV 72567 116097 1.71% 0.253%
38 9.686 1097 1105 1110 rBV3 33395 71483 1.05% ©.155%
39 9.998 1153 1158 1165 rVB4 83893 165099 2.43% 0.359%
40 10.186 1183 1190 1195 rVB4 37251 76917 1.13% 0.167%
41 10.310 1205 1211 1217 rVB 43705 73600 1.08% 0.160%

42 10.610 1250 1262 1276 rVB 892324 1715995 25.27%  3.733%
43 13.086 1677 1683 1697 rBV 3446157 4954801 72.95% 10.778%
44 14.469 1912 1918 1928 rBV 1239942 1777647 26.17% 3.867%
45 15.968 2165 2173 2184 rBV 2619003 3676563 54.13%  7.997%

46 17.227 2380 2387 2400 rBV 1479882 2025750 29.83% 4.407%
47 18.127 2535 2540 2551 rBV 123692 221594  3.26%  ©.482%
48 19.409 2755 2758 2767 rBV3 40872 72255 1.06% ©.157%
49 19.862 2830 2835 2847 rBV 5881205 6791617 100.00% 14.774%
50 21.139 3048 3052 3064 rBV3 150127 348260 5.13% ©.758%

51 21.427 3096 3101 3114 rBV 1695423 2231195 32.85% 4.853%
52 23.803 3498 3505 3514 rVB 1167567 2300610 33.87% 5.004%

Sum of corrected areas: 45971463

8270-BM072823.M Sat Jul 29 07:54:43 2023 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 Jul 2023 19:06
: MA/JU
. 03632-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
BM041172.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM041172.D\data.ms

5.375 6.981

8.981

816 10.610
334% 6769 7.804

6}\&1 276518 8L 2HA5BI768. Q%Me 5&32 11604287 M@-M1 8.904  9.434 6869-99B0EELO

o

Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

350 4. 00 450 500 550 6. 00 6.50 7. 00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50

TIC: BM041172.D\data.ms
19.862

13.086

15.968

17.227
14.469

18.127 19.409

0

L i e ae=

Time--> 12.00 1250 13.00 13.50 14.00 1450 1500 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: BM041172.D\data.ms

21.427
23.803

21.139

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@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 1 Hexane, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.452 4.99 ng 272623 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 91

2 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 64

3 (Aminomethyl)cyclopropane 71 C4HON 002516-47-4 50

4 Oxalic acid, heptyl propyl ester 230 C12H2204 1000309-26-0 47

5 Hydroxylamine, O-(3-methylbutyl)- 183 C5H13NO 019411-65-5 47

Abundance  Scan 45 (3.452 min): BM041172.D\data.ms (-40) (-) m/z 57.00 100.00%

57.0

-

5000
99.1
| h H ‘ ' 340 3.60 3.80
ol bl L1829 1909 2804 n/; 43,00 92.82%
miz--> 0 50 100 150 200 250
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
5000 TI T[T T[Tt
3.40 3.60 3.80
99.0 m/z 40.95 50.25%
020\‘\H “‘h‘\ ! T T “ \“\ T T ’ T T T T ‘ T T T T ‘ T T T T
miz--> 0 50 100 150 200 250
Abundance #22088: Octane, 2,7-dimethyl-
43.0

3.40 3.60 3.80

5000 m/z 42.00 32.20%
85.0
S = T
m/z--> 0 50 100 150 200 250
Abundance #706: (Aminomethyl)cyclopropane T T T T T T
30.0 340 3.60 3.80
m/z 71.00 22.67%
5000
71.0
o,mw‘\\w\u\»!\”_m,ww_m_m
m/z--> 0 50 100 150 200 250 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 Hexane, 2,4-dimethyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
3.481 3.38 ng 184923 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 83
2 Nonane, 5-methyl- 142 C10H22 015869-85-9 72
3 Hexane, 2,3,3-trimethyl- 128 C9H20 016747-28-7 72
4 Heptane, 3,4,5-trimethyl- 142 C1eH22 020278-89-1 72

5 Sulfurous acid, hexyl octyl ester 278 C14H3003S

Abundance  Scan 50 (3.481 min): BM041172.D\data.ms (-48) (-)
43.0

1000309-13-0 64

m/z 43.00 100.00%

T 85.0
5000
R o
‘ H ‘ 114.8 1026 3.40 3.60 3.80
ol Ml e FEES e TR m/z 85.05 78.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8644: Hexane, 2,4-dimethyl-
43.0
85.0 340 3.60 3.80
m/z 57.00 74.52%
\‘ I \‘ |l 1140
O\\\‘\\\\‘}\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22075: Nonane, 5-methyl-
43.0
3.40 3.60 3.80
85.0 -
5000 m/z 41.00 47.34%
0l15.0 “M \\‘ | 112,00 142.0
et e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14567: Hexane, 2,3,3-trimethyl- e A
43.0 3.40 3.60 3.80
m/z 56.00 37.55%
85.0
5000
Ly |
Ottt e R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 Pentane, 2,3,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.716 18.98 ng 1037390 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 78
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 64
Abundance  Scan 90 (3.716 min): BM041172.D\data.ms (-85) (-) m/z 43.00 100.00%
43.0
- LJUL\_
R R CARARR
H - 3.40 3.60 3.80 4.00
(

ol bl B301141 2079 280 .., 7100 70.68%

miz--> 0 50 100 150 200 250

Abundance #8662: Pentane, 2,3,4-trimethyl-

43.0
5000
3.40 3.60 3.80 4.00
m/z 69.95 47.08%
Jlzo. | b b g
’ 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--> 0 50 100 150 200 250
Abundance #8635: Heptane, 4-methyl-
43.0
3.40 3.60 3.80 4.00
5000 m/z 40.95 29.55%
| | =
oA
miz--> 0 50 100 150 200 250
Abundance #4466: Pentane, 3-ethyl- R s RRAR
43.0 3.40 3.60 3.80 4.00
m/z 55.00 22.82%
) M\ML\/\
m/z--> 0 50 100 150 200 250 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 Pentane, 2,3,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.816 24.53 ng 1340410 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
Abundance Scan 107 (3.816 min): BM041172.D\data.ms (-101) (-) m/z 43.00 100.00%
43.0
5000
85.1
‘V—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_F
‘ 3.40 3.60 3.80 4.00 4.20
(

ol 2069 2804 pyz 71.05  54.85%

miz--> 0 50 100 150 200 250

Abundance #8657: Pentane, 2,3,3-trimethyl-

43.0
5000
3.40 3.60 3.80 4.00 4.20
85.0 m/z 69.95 47.70%
O 2’.0\ ‘\ H\ ‘\M “‘\ | \“\ “ T T T T ’ T T T T ‘ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance #59101: Decane, 3,3,4-trimethyl-
71.0
3.40 3.60 3.80 4.00 4.20
5000 m/z 56.95 39.90%
29.0
m/z--> 0 50 100 150 200 250 M
Abundance #8635: Heptane, 4-methyl- P e
43.0 3.40 3.60 3.80 4.00 4.20
m/z 41.00 34.43%
5000
| | e
0 A ‘Mu —.— e AR s
m/z--> 0 50 100 150 200 250 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 5 Heptane, 3-methyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
3.963 4.18 ng 228535 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 90
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 58
3 Hexane, 2-methyl- 100 C7H16 000591-76-4 53
4 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 50
5 Pentanoic acid, butyl ester 158 C9H1802 000591-68-4 50
Abundance Scan 132 (3.963 min): BM041172.D\data.ms (-124) (-) m/z 43.00 100.00%
85.0
5000
A REEEE s e R
‘ ‘ ‘ 114.0 206.8 3.60 3.80 4.00 4.20
bttt L IR0 2008 s 57,00 78.19%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8629: Heptane, 3-methyl-
43.0
85.0 J\/L
5000 UL BN LR B
3.60 3.80 4.00 4.20
m/z 84.95 61.95%
0 150“ LI ‘\ il I 11\40
\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
85.0 3.60 3.80 4.00 4.20
5000 m/z 41.00 58.27%
1T =
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4469: Hexane, 2-methyl- R RRRRE R
43.0 3.60 3.80 4.00 4.20
m/z 56.00 46.31%
5000
85.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 6 Hexane, 2,2,5-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.069 7.48 ng 408771  1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 78
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 74
3 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 72
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 53
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 50
Abundance Scan 150 (4.069 min): BM041172.D\data.ms (-144) (-) m/z 56.95 100.00%
57.0
5000
R ARAREREERE S
‘ 1131 ( 3.80 4.00 4.20 4.40
ol o 1469 2069 2808 n/z; se.ee  32.79%
miz-> 50 100 150 200 250
Abundance #14584: Hexane, 2,2,5-trimethyl-
57.0
5000
3.80 4.00 4.20 4.40
m/z 41.00 29.85%
O 27\‘0\“ I \‘ 11:\3.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #14570: Hexane, 2,2,4-trimethyl-
57.0
L ERARARRAEE RN e s
3.80 4.00 4.20 4.40
5000 m/z 71.10 21.46%
270| | | 1130
oAl e e
miz--> 50 100 150 200 250
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0 3.80 4.00 4.20 4.40
m/z 42.95 16.61%
5000
20 | | 20 s
oLt Al T — — R e Sa AR RS
m/z--> 50 100 150 200 250 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 7 Heptane, 2,5-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.804 2.22 ng 121458 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 90
2 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 90
3 Octane, 3-methyl- 128 C9H20 002216-33-3 72
4 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 59
5 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 50
Abundance Scan 275 (4.804 min): BM041172.D\data.ms (-271) (-) m/z 57.00 100.00%
57.0
5000
‘ 99.0 28.0 4.40 4.60 4.80 5.00 5.20

bl ol L 1280 2078 /7 43.00  37.57%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #14560: Heptane, 2,5-dimethyl-

57.0
5000 | BN AL B R
4.40 4.60 4.80 5.00 5.20
29.0
m/z 41.00 31.69%
99.0
L | 1280
O \\\‘\\\\i\\\‘ ‘\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14562: Heptane, 3,5-dimethyl-
57.0
A RARRRE
4.40 4.60 4.80 5.00 5.20
5000 m/z 55.95 22.02%
29.0 99.0
b b Lm0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14528: Octane, 3-methyl- R RHaas B e
57.0 4.40 4.60 4.80 5.00 5.20
m/z 71.00 14.41%
5000
29.0 98.0
S T L
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00 5.20

8270-BM072823.M Sat Jul 29 07:54:49 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 Hexane, 3-ethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.222 2.30 ng 125555 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-ethyl- 114 C8H18 000619-99-8 64
2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 59
3 Octane, 4-methyl- 128 C9H20 002216-34-4 58
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 53
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
Abundance Scan 346 (5.222 min): BM041172.D\data.ms (-341) (-) m/z 43.00 100.00%
43.0
5000
85.0
R e AR S
H ‘ 1270 4.80 5.00 5.20 5.40 5.60
ol L g2re 1ea0 o 28L0 L 4100 33.61%
m/z--> 0 50 100 150 200 250
Abundance #8625: Hexane, 3-ethyl-
43.0
5000 [T T[T T T T[T T[T rrl
85.0 4.80 5.00 5.20 5.40 5.60
' m/z 85.00 31.96%
02’.0’
m/z--> 0 50 100 150 200 250
Abundance #4997: 1-Butanol, 2-ethyl-
43.0
4.80 5.00 5.20 5.40 5.60
5000 m/z 71.05 31.94%
84.0
0 ,‘u““hu‘u‘m“_‘H,HH_‘H_H‘
miz--> 0 50 100 150 200 250 \
Abundance #14533: Octane, 4-methyl- R S R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 57.00 26.54%
5000
85.0
ol bl e
m/z--> 0 50 100 150 200 250 4.80 5.00 5.20 5.40 5.60

8270-BM072823.M Sat Jul 29 07:54:49 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 Heptane, 2,2,4-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.451 2.37 ng 129254  1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 78
2 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 78
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 72
4 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 72
5 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 64
Abundance Scan 385 (5.451 min): BM041172.D\data.ms (-382) (-) m/z 57.00 100.00%
57.0
5000
‘ ‘ 10 1271 . 5.20 5.40 5.60 5.80
Ol 410 1271 2078 2808 .. 56 0p  48.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22119: Heptane, 2,2,4-trimethyl-
57.0
5000 I L R R R
5.20 5.40 5.60 5.80
m/z 41.00 33.32%
27.0
oL ‘H .60 1270
\H‘HH‘\H ’HH‘HH‘H\\‘HH‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22094: Octane, 2,2-dimethyl-
57.0
A AREmamaE R
5.20 5.40 5.60 5.80
5000 m/z 43.00 25.98%
27.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14593: Pentane, 2,2,3,4-tetramethyl- B
57.0 5.20 5.40 5.60 5.80
m/z 71.00 20.00%
5000
27,0
0 \\\‘\‘\‘\\“‘1u“‘,\\‘Hu‘1‘\u‘l\:\L%"Qu\‘\u\,\\u‘uu‘\m‘\m,\m,\m‘u
m/z--> 20 40 60 80 100120140160180200220240260280 5.20 5.40 5.60 5.80

8270-BM072823.M Sat Jul 29 07:54:49 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 10 Octane, 2,2-dimethyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

5.551 4.23 ng 231360 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 78
2 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 72
3 Heptane, 2,2,4-trimethyl- 142 C1leH22 014720-74-2 72
4 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 64
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 64

Abundance Scan 402 (5.551 min): BM041172.D\data.ms (-397) (-)
57.0

m/z 57.00 100.00%

5000 A
M 1971 5.20 5.40 5.60 5.80
Ol 2002202 2089 2810 /7 s5.95  41.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22094: Octane, 2,2-dimethyl-
57.0
5000 L L L L BN B R B
5.20 5.40 5.60 5.80
m/z 40.95 29.10%
27.0‘ ‘
O\H‘\h‘\\“‘\H“"\\‘\\8‘?¢\.9‘H\]\.‘Z\T\IS\H\’\H\’\\H‘HH‘H\\‘\H\‘\H\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
R e R A A
5.20 5.40 5.60 5.80
5000 m/z 71.00 21.65%
27.0 ‘ 9.0 1410
Olrrrrelh b 2L e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22119: Heptane, 2,2,4-trimethyl-
57.0 5.20 5.40 5.60 5.80
m/z 43.00 19.70%
5000
27.0H
m/z--> 20 40 60 80 100120140160180200220240260280 5.20 5.40 5.60 5.80

8270-BM072823.M Sat Jul 29 ©7:54:50 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 Heptane, 3,3,5-trimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.763 2.38 ng 130053 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 90
2 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 83
3 Heptane, 2,5,5-trimethyl- 142 C1leH22 001189-99-7 83
4 Hexane, 3,3,4,4-tetramethyl- 142 C1eH22 005171-84-6 64
5 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 56
Abundance Scan 438 (5.763 min): BM041172.D\data.ms (-434) (-) m/z 71.00 100.00%
71.0
5000
410
113.1 5.40 5.60 5.80 6.00
ob Ml L 1980 2820 ., 43,00 55.51%
miz-> 50 100 150 200 250
Abundance #22124: Heptane, 3,3,5-trimethyl-
71.0
5000 L L LN B B B
41,0 5.40 5.60 5.80 6.00
m/z 57.00 52.25%
113.0
O T T “\ ‘\“ ““‘\ H \“\ ‘ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #22109: Octane, 3,3-dimethyl-
71.0
5.40 5.60 5.80 6.00
5000 m/z 41.00 25.37%
41,0 113.0
miz--> 50 100 150 200 250
Abundance #22122: Heptane, 2,5,5-trimethyl- T
71.0 5.40 5.60 5.80 6.00
m/z 70.05 22.63%
5000
410
113.0
oL ‘u“‘u -~ AV A VAT A
m/z--> 50 100 150 200 250 5.40 5.60 5.80 6.00

8270-BM072823.M Sat Jul 29 ©7:54:50 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 Butyl dodecyl ether Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.046 4.26 ng 232613 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl dodecyl ether 242 C16H340 1000406-40-3 83
2 Docosyl heptyl ether 424 C29H600 1000406-39-7 78
3 Heptyl octadecyl ether 368 C25H520 1000406-39-5 78
4 Dichloroacetic acid, nonyl ester 254 C11H20C1202 083004-99-3 59
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 53

Abundance Scan 486 (6.046 min): BM041172.D\data.ms (-480) (-) m/z 56.95 100.00%

57.0
5000 i
m 97"0 5.80 6.00 6.20 6.40
ol AL Ld 1418 1928 . n/z 43.00  60.60%
miz-> 50 100 150 200 250 300
Abundance #126380: Butyl dodecyl ether
57.0
5000 L L B I IR L
5.80 6.00 6.20 6.40
m/z 40.95 36.67%
97.0
gLy e
O\‘\ ‘1“ \“!‘\H‘\‘h‘ \“\‘\ ‘1 ’ \‘\ L ‘ L ‘ L ‘ L
miz-> 50 100 150 200 250 300
Abundance #315391: Docosyl heptyl ether
57.0
R AR RRR S
5.80 6.00 6.20 6.40
5000 m/z 54.95 26.66%
97.0
olid A “M e‘h A 1390 1830 2250 8030
miz--> 50 100 150 200 250 300
Abundance #277629: Heptyl octadecyl ether T T T
57.0 5.80 6.00 6.20 6.40
m/z 55.95 21.80%
5000
97.0
oli p 130 1830 230 SSISUNIVNIVIE
m/z--> 50 100 150 200 250 300 5.80 6.00 6.20 6.40

8270-BM072823.M Sat Jul 29 ©7:54:50 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 13 Octane, 2,2,6-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.769 15.57 ng 851041 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 78
2 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 53
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 53
4 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 53
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 50
Abundance Scan 609 (6.769 min): BM041172.D\data.ms (-604) (-) m/z 57.00 100.00%
57.0
5000
‘ 91.0 1200 6.40 6.60 6.80 7.00
. (

ol 12229 2209 2808 /7 se.e0  35.24%

miz-> 50 100 150 200 250

Abundance #33105: Octane, 2,2,6-trimethyl-

57.0
5000 T T I T [ (T T[T iri T
6.40 6.60 6.80 7.00
m/z 43.00 30.68%
27,0 ‘ 1990 1410
O\\“\‘\““\‘}\\H‘\\\\‘.‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #22091: Octane, 2,6-dimethyl-
57.0
e R ARARRAREEE
6.40 6.60 6.80 7.00
5000 m/z 41.00 27.87%
27.0‘ 113.0
ob— il ‘:“““““‘14‘3"0‘ S
miz--> 50 100 150 200 250
Abundance #14570: Hexane, 2,2,4-trimethyl- R N SRARESRRAES
57.0 6.40 6.60 6.80 7.00
m/z 71.05 25.73%
5000
oL meo
m/z--> 50 100 150 200 250 6.40 6.60 6.80 7.00

8270-BM072823.M Sat Jul 29 @7:54:51 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 14 Ethanol, 2-(2-ethoxyethoxy)-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.428 2.52 ng 137745 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50
2 Diethyl carbitol 162 C8H1803 000112-36-7 47
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 43
4 Butyl lactate 146 C7H1403 000138-22-7 35
5 2-Butanol 74 C4H100 000078-92-2 32

Abundance Scan 721 (7.428 min): BM041172.D\data.ms (-714) (-)

m/z 45.00 100.00%

45.0
71.0
5000 /\w
R EREaREEEE
‘ ‘ 105.0 2089 7.20 7.40 7.60 7.80
0 H“H‘J‘mwb‘Jw‘H‘pW‘q‘u“u‘w‘u“u‘w‘u“u m/z 71.00  63.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17315: Ethanol, 2-(2-ethoxyethoxy)-
43.0
5000 L B A L L L B I B
720 7.20 7.40 7.60 7.80
m/z 43.00 45.60%
104.0
O \?‘?‘\qk‘\\"l\\\l‘\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38390: Diethyl carbitol
45.0
R A ARRNAE R s
7.20 7.40 7.60 7.80
5000 72.0 ITI/Z 59.00 34.26%
. 150M I 103.0
R O B N L O AN S NS N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53403: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0 7.20 7.40 7.60 7.80
m/z 72.00 30.75%
5000
72.0
0199,“’301330‘ S NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80

8270-BM072823.M Sat Jul 29 @7:54:51 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 Sample Multiplier: 1

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

Quant Title

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

BM072823 .M

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

Peak Number 15 Sulfurous acid, 2-ethylhexy...

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.010 4.54 ng 248355 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S

1000309-20-2 64

2 Pentacosane 352 C25H52 000629-99-2 64
3 Hexacosane 366 C26H54 000630-01-3 64
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 64
Abundance Scan 820 (8.010 min): BM041172.D\data.ms (-816) (-) m/z 57.00 100.00%
57.0
L Bt
1 ‘ 127.1 7.60 7.80 8.00 8.20 8.40
ol “ Wb 2209 2808 m/z 71.05 64.10%
miz--> 100 150 200 250 300 350
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0
5000 R L B
7.60 7.80 8.00 8.20 8.40
m/z 43.00 50.27%
‘ 113.0
O\“\\‘h\“\h\m\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
S LRREEI
7.60 7.80 8.00 8.20 8.40
5000 m/z 85.05 43.15%
9.0
ol L4y 34018302250 267.0 309.0 3520
““‘ A T e
miz--> 100 150 200 250 300 350
Abundance #275538: Hexacosane e R e B
57.0 7.60 7.80 8.00 8.20 8.40
m/z 41.00 34.55%
5000
.0
oL L L4 [ | 141018302250 2670 3090 3661
o e immua I e e B e R R R R
m/z--> 50 100 150 200 250 300 350 7.60 7.80 8.00 8.20 8.40

8270-BM072823.M Sat Jul 29 @7:54:51 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 Hexane, 2,2,5,5-tetramethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.322 2.96 ng 162021 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
2 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 59
3 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 53
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 50
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 50
Abundance Scan 873 (8.322 min): BM041172.D\data.ms (-869) (-) m/z 57.00 100.00%
57.0
AR o
| ‘ 850 1130 8.00 8.20 8.40 8.60
O LT 1909y 5.0 39.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
5000 L L B I B R R
8.00 8.20 8.40 8.60
m/z 43.00 34.01%
85.0
O 0 T \““ T T \‘\ T \H‘:\L\]-\S\.‘O\ \]\-\4“1\.\0\ T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22136: Hexane, 2,2,5,5-tetramethyl-
57.0
i AR ammaa
8.00 8.20 8.40 8.60
5000 m/z 41.00 28.07%
0 ‘m‘ \‘\ 850 1270
-ttt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45522: Heptane, 2,2,4,6,6-pentamethyl- e EAAREamEas S
57.0 8.00 8.20 8.40 8.60
m/z 71.00 24.65%
5000
29.0
b Ll 830 1120 4850
e i AAAmEEENEES
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 17 Tridecane, 3-methyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.451 5.10 ng 278913  1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 50
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 47
3 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 47
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 47
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 43
Abundance Scan 895 (8.451 min): BM041172.D\data.ms (-887) (-) m/z 56.95 100.00%
57.0
- MULW
91.0 PR P
“ 1129_134.1 8.20 8.40 8.60 8.80
obr el LR L2069 4300 45.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 L B I L I LN B
8.20 8.40 8.60 8.80
29.0 85.0 m/z 71.00 33.78%
o “‘ “‘ L | 41130 1200 190 1680
\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22104: Octane, 2,6-dimethyl-
57.0
 REERREEE
8.20 8.40 8.60 8.80
5000 m/z 41.00 32.58%
113.0
27.0
it T N I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33105: Octane, 2,2,6-trimethyl- R R RRRER
57.0 8.20 8.40 8.60 8.80
m/z 56.00 28.88%
5000
85.0
oL it 130 1410
m/z--> 20 40 60 80 100 120 140 160 180 200 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@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 18 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.904 3.48 ng 190244  1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 p-Cymene 134 C10H14 000099-87-6 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 90
Abundance Scan 972 (8.904 min): BM041172.D\data.ms (-967) (-) m/z 118.95 100.00%
119.0
5000
91.0 [N L DNV
410 650 ‘ ‘ 8.60 8.80 9.00 9.20
b Al gl b bl 38711840 1034 00 28.42%
m/z--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
8.60 8.80 9.00 9.20
91.0 m/z 96.95  23.20%
65.0 ‘
0 \1\5\.(‘) T \3\9‘“9 \“\‘\ “i‘\ T \‘H‘ T “H“\ \Ml T T
miz-> 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0
ARES SR LS S
8.60 8.80 9.00 9.20
5000 m/z 117.00 20.14%
410 91.0
. 65.0
(O R “\“ R S, \‘1‘\ R \N \ ‘l“‘G.‘O‘ —
miz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene R
119.0 8.60 8.80 9.00 9.20
m/z 115.00  11.81%
5000
91.0
41.0 65.0 4
0Lt \M ; \1\‘\6"0\ —
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc

ALS vial : 5 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 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.127 2.19 ng 221594  Phenanthrene-di10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68

Abundance Scan 2540 (18.127 min): BM041172.D\data.ms (-2535) (- m/z 73.00 100.00%

73.0
5000
129.0
o e
- H‘ h 171.0 21‘3'1 256.1 - 18.00 18.50
ol ‘\‘““w”‘w‘w“‘“w”l ool LL, b9 sz 42,95 80.36%
mlz--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 i§Od iBEd
129.0 : :
3.0 213.0 ITI/Z 60.00 79.62%
| H‘ | 171.0
oL ““ H‘ ‘H‘H‘ﬂh“\ ;‘““‘”} ‘d“‘ “ “‘m‘ T “‘ I B
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
e e
18.00 18.50
5000 129.0 m/z 54.95  67.72%
29. ‘ 1850 547 ( 284.0
0! \‘““‘Hh“w \}‘H““M “ ‘ L “ “\‘ \‘ . ‘L‘ — ‘L‘ T
miz--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid — —
73.0 18.00 18.50
m/z 41.00 64.28%
5000 129.0
185.0
29. H 228.0
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acq On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Pentadecafluorooctanoic aci... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21139 3.12ng 348260 Chrysene-di2 21.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502

2 1-Dodecanol, 2-octyl- 298 C20H420
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204

5 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502

Abundance Scan 3052 (21.139 min): BM041172.D\data.ms (-3048) (-
57.0

5000

l? .0 207.0 340.9 475.0

0‘\Mi‘mm“m'\“"mHL“M\‘uu‘mc‘uu‘uu‘\m‘\m‘\m‘\m‘u

m/z--> 0 50 100150200 250300 350400450500 550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

5000

| FFIO 2520 5690 648.1
O‘\\\ ‘\\\\‘\\IT"\Tf\‘f\f\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100150200 250300 350400450500550600650

Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000
Mlz2 002500
ol M L e e

|
m/z--> 0 50 100150200 250300 350400450500 550600650

Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
5000
L .0196.0
ol

m/z--> 0 50 100150200 250 300 350400450 500550600650
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1000406-04-8 91
005333-42-6 91
002136-70-1 91
1000309-38-1 91
1000406-04-5 87

m/z 57.00 100.00%

-

= —
21.00 21.50
m/z 43.00 78.92%

-

T —
21.00 21.50

m/z 55.00 66.53%

-

21.00 21.50
m/z 71.00 65.22%

-

P —7
21.00 21.50

m/z 82.95 53.36%

N

‘ ‘ T
21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41172.D

Acqg On : 28 Jul 2023 19:06
Operator : MA/JU

Sample : 03632-07

Misc :

ALS vial : 5 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|
Hexane, 2,5-dim... 3.452 5.0 ng 272623 1  7.804 1092990 20.0
Hexane, 2,4-dim... 3.481 3.4 ng 184923 1  7.804 1092990 20.0
Pentane, 2,3,4-... 3.716 19.0 ng 1037390 1 7.804 1092990 20.0
Pentane, 2,3,3-... 3.816 24.5 ng 1340410 1 7.804 1092990 20.0
Heptane, 3-methyl-  3.963 4.2 ng 228535 1  7.804 1092990 20.0
Hexane, 2,2,5-t... 4.069 7.5 ng 408771 1  7.804 1092990 20.0
Heptane, 2,5-di... 4.804 2.2 ng 121458 1 7.804 1092990 20.0
Hexane, 3-ethyl- 5.222 2.3 ng 125555 1  7.804 1092990 20.0
Heptane, 2,2,4-... 5.451 2.4 ng 129254 1  7.804 1092990 20.0
Octane, 2,2-dim... 5.551 4.2 ng 231360 1  7.804 1092990 20.0
Heptane, 3,3,5-... 5.763 2.4 ng 130053 1 7.804 1092990 20.0
Butyl dodecyl e... 6.046 4.3 ng 232613 1  7.804 1092990 20.0
Octane, 2,2,6-t... 6.769 15.6 ng 851041 1 7.804 1092990 20.0
Ethanol, 2-(2-e... 7.428 2.5 ng 137745 1  7.804 1092990 20.0
Sulfurous acid,... 8.010 4.5 ng 248355 1 7.804 1092990 20.0
Hexane, 2,2,5,5... 8.322 3.0 ng 162021 1  7.804 1092990 20.0
Tridecane, 3-me... 8.451 5.1 ng 278913 1  7.804 1092990 20.0
Benzene, 4-ethy... 8.904 3.5 ng 190244 1  7.804 1092990 20.0
n-Hexadecanoic ... 18.127 2.2 ng 221594 4 17.227 2025750 20.0
Pentadecafluoro.. 21.139 3.1 ng 348260 5 21.427 2231200 20.0
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