LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acqg On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54885.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.769 76 82 92 rBV 34177 55493 2.75% 0.419%
2 3.986 114 119 128 rBV 34795 62397 3.09% 0.471%
3 5.079 297 305 323 rBV 103854 367960 18.22%  2.780%
4 5.208 324 327 339 rVB2 12474 30602 1.52% 0.231%
5 5.690 402 409 422 rVB 203887 348375 17.25%  2.632%
6 7.000 627 632 645 rVB5 11136 27207 1.35% ©.206%
7 7.300 676 683 692 rBV 125238 244759 12.12%  1.849%
8 7.494 709 716 726 rVB2 89417 148029 7.33% 1.118%
9 7.617 731 737 750 rVB 58349 100820 4.99% 0.762%
106 8.146 820 827 833 rBV 111876 191900 9.50%  1.450%
11 8.275 844 849 854 rBV 16328 26204 1.30% 0.198%
12 8.522 883 891 897 rBvV 38365 68356 3.38% 0.516%
13 8.687 914 919 933 rVB3 19075 40478 2.00% ©.306%
14 8.916 950 958 974 rBV 649569 1167083 57.78% 8.818%
15 9.327 1020 1028 1035 rBV 312018 583662 28.90% 4.410%
16 10.731 1261 1267 1275 rBV 23156 47688 2.36% 360%

17 10.972 1301 1308 1321 rBV 158823 307513 15.23%
18 11.589 1404 1413 1427 rBV 119953 380552 18.84%
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19 12.083 1493 1497 1506 rVB2 21067 41554  2.06% 314%
20 12.347 1539 1542 1548 rVB4 14784 23061 1.14% 174%
21 12.682 1596 1599 1608 rVBS8 13015 29688 1.47% ©0.224%
22 13.240 1689 1694 1700 rVB2 35430 64942 3.22% 0.491%
23 13.293 1700 1703 1706 rBV 15811 23009 1.14% 0.174%
24 13.405 1714 1722 1729 rBV 955076 1500062 74.27% 11.334%
25 13.640 1756 1762 1773 rVB 189204 348510 17.26% 2.633%
26 13.751 1778 1781 1786 rVB4 20097 30037 1.49% 0.227%
27 13.916 1805 1809 1812 rBv4 22491 35675 1.77% ©.270%
28 14.198 1853 1857 1860 rBV2 26524 39171 1.94%  ©.296%
29 14.233 1861 1863 1867 rvVB2 26867 27472 1.36% ©.208%
30 14.427 1892 1896 1903 rBVS8 14948 31437 1.56% 0.238%

31 14.609 1921 1927 1935 rVB7 55663 127586  6.32%
32 14.779 1948 1956 1963 rBV2 354555 834612 41.32%
33 15.602 2092 2096 2102 rVB3 62332 102977 5.10%
34 16.178 2189 2194 2204 rBV 215616 475676 23.55%
35 16.272 2205 2210 2220 rVB 709485 1149837 56.93%
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36 16.477 2243 2245 2250 rVB 42451 50976 2.52% ©0.385%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acqg On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.801 2297 2300 2305 rBV 44345 62844 3.11% 0.475%
38 17.535 2420 2425 2430 rVB 327864 488049 24.16%  3.688%
39 17.735 2455 2459 2466 rVB2 65722 115257 5.71% 0.871%
40 20.132 2861 2867 2873 rVB 1574845 2019735 100.00% 15.261%

41 21.431 3084 3088 3097 rVB 84161 142594 7.06% 1.077%
42 21.830 3150 3156 3164 rVB2 347182 588160 29.12% 4.444%
43 25.208 3722 3731 3746 rVB3 216873 682787 33.81% 5.159%

Sum of corrected areas: 13234786
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054885.D\data.ms
1600000

1400000
1200000
1000000

800000
8.916
600000

400000 0.327

5.690
10.972
200000 5.079 730904 8.146 11.589

3.78986 208 7.000 || ‘[ $.2P5%88 10.73 [\ 12.088342.682

N

0\‘\\A\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1&7‘\ L L I B L B B L B |

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG054885.D\data.ms

20.132
1600000

1400000
1200000

1000000 13-405

16.272

800000

600000
21.830
400000

3.640
200000
R

e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG054885.D\data.ms

21.431

R I W\

1600000

1400000

1200000

1000000

800000

600000

400000

25.208
200000

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BGO82522.M Fri Sep 09 15:50:30 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 wunknown3.769 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.769 5.78 ng 55493 1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 Butane, 1-methoxy- 88 C5H120 000628-28-4 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance  Scan 82 (3.769 min): BG054885.D\data.ms (-76) (-) m/z 45.10 100.00%

45.1
5000 )\J\
o ABBRREEE S
61.1 3.40 3.60 3.80 4.00
Ot e e e e e e m/z 43.10 19.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 | L BLRLELEL BN B B
3.40 3.60 3.80 4.00
29.0 m/Z 61.10 5.96%
90 | e
O\\\‘\{‘\\‘\\i\“\‘\\\‘\‘\}\‘\\\‘f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1084: Propylene Glyco
45.0
R
3.40 3.60 3.80 4.00
5000 m/z 44.05 5.48%
0 %0 | o g
O et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- R
45.0 3.40 3.60 3.80 4.00
m/z 41.10 4.08%
5000
29.0
0 M‘ L ‘ \‘\ i 6\110 760 890 1020 MN\M
e e e e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.40 3.60 3.80 4.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Meth
Quant Titl

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
BGO54885.D
8 Sep 2022 15:45
: CG/JU
: N4537-02
: 7 Sample Multiplier: 1
od : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
e : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 Disulfide, dimethyl Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
3.986 6.50 ng 62397 1,4-Dichlorobenzene-d4 8.146
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Disulfide, dimethyl 94 C2H6S2 000624-92-0 91
2 1,2-Ethanedithiol 94 C2H6S2 000540-63-6 47
3 Methane, bromo- 94 CH3Br 000074-83-9 5
4 Ethanol 46 C2H60 000064-17-5 4
5 4-Aminopyridine 94 C5H6N2 000504-24-5 4
Abundance Scan 119 (3.986 min): BG054885.D\data.ms (-114) (-) m/z 94.00 100.00%
94.0
79.0
5000 45.0
REaas e AR o
“ 61.1 3.60 3.80 4.00 4.20 4.40
0Lt bbb L gz 79,00 49.88%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2846: Disulfide, dimethyl
94.0
45.0 79.0
5000 DL B LA A
3.60 3.80 4.00 4.20 4.40
m/z 45.00 37.63%
15.0 61.0
1;0 L 32\.0 \“ “ \‘ \‘
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\ \\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2844: 1,2-Ethanedithiol
47.0 94.0
60.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
3.60 3.80 4.00 4.20 4.40
m/z 46.00 23.64%
5000 27.0 /
0 150 M Ay, 760
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2958: Methane, bromo- REans e R
94.0 3.60 3.80 4.00 4.20 4.40
m/z 47.00 16.88%
5000 15.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Butanoic acid, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.079 38.35 ng 367960 1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 90
2 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 40
3 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 38
4 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 9
5 1-Pentanamine 87 C5H13N 000110-58-7 9

Abundance Scan 305 (5.079 min): BG054885.D\data.ms (-297) (-) m/z 60.10 100.00%

60.1
5000 431 /L
871 L L B L I L L L
‘ 4.80 5.00 5.20 5.40
Orrrrrrreerre el T4 miz 43.10  39.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 L B B L I L L LR
43.0 4.80 5.00 5.20 5.40
87.0 m/z 41.10  32.57%
27.0
O \\\‘\\.\\‘\\\‘\“\\\\‘i\\‘f\‘\\w‘\“\\\\‘?ﬁ'\q‘\\\‘\‘\\]\-\0‘]\“\(\)\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9227: Pentanoic acid, 3-methyl-
60.0
T T
4.80 5.00 5.20 5.40
5000 m/z 45.10 22.86%
41.0 87.0
ool 70 sonomso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2184: 1,2-Hydrazinedicarboxaldehyde f\‘AW“H“‘H“‘H““
32.0 4.80 5.00 5.20 5.40
m/z 87.10 18.24%
60.0 88.0
5000 18.0
45.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 unknown5.208 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.208 3.19 ng 30602 1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 43
2 Silane, ethyldimethyl- 88 (C4H12Si 000758-21-4 28
3 Guanidine 59 CH5N3 000113-00-8 9
4 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 9
5 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 9

Abundance Scan 327 (5.208 min): BG054885.D\data.ms (-324) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.0
REREREEEE S —
83.1 4.80 5.00 5.20 5.40 5.60
) RN R N A m/z 59.10  75.35%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #9299: Oxirane, [(1-methylethoxy)methyl]-
43.0
59.0
29.0
5000 S . VYR
4.80 5.00 5.20 5.40 5.60
101.0 . .69%
730 m/z 101.00 35.69
| ‘ ‘ 860
O \‘\\1\}\\\w}\\\\‘\\w\}\\\\‘\}\\‘\\f‘\‘\\\\‘\\\\
miz--> 20 30 40 50 60 70 80 90 100
Abundance #2250: Silane, ethyldimethyl-
59.0

4.80 5.00 5.20 5.40 5.60

5000 ITI/Z 58.00 20.17%
45.0 73.0
87.0
31.0 ‘
L IR Ll i
Ot e e e
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #297: Guanidine
43.0 59.0 4.80 5.00 5.20 5.40 5.60

m/z 56.10 9.64%

5000

28.0

0 “HH!““H“‘m‘“HH}‘H“HH‘HH‘HH‘HH

m/z--> 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 unknown7.000 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.000 2.84 ng 27207 1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Thiazole 85 C3H3NS 000288-47-1 9

2 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9

3 Tetramethylene diisocyanate 140 C6H8N202 004538-37-8 9
4 1-Hexanol 102 C6H140 000111-27-3 9

5 Cyclooctanamine 127 C8H17N 005452-37-9 9
Abundance Scan 632 (7.000 min): BG054885.D\data.ms (-627) (-) m/z 56.05 100.00%

56.0
85.0

5000 411 m
I MA

6.60 6.80 7.00 7.20 7.40

b Ml L m/z 85.00  58.45%
iz 20 40 60 80 100 120 140
Abundance #1727: Thiazole
85.0
58.0
|
5000 | B LU B I

6.60 6.80 7.00 7.20 7.40
m/z 43.10 52.89%

13.0 32.0
O LI ‘ T T ‘ }‘ T \‘w T T T ‘ \H\ T ‘ LI ‘ T T T ’ T

miz--> 20 40 60 80 100 120 140
Abundance #1739: 2-Pyrrolidinone
85.0

6.60 6.80 7.00 7.20 7.40
5000 42.0 m/z 41.10  42.91%

27,
0120 Ll SO L
miz--> 20 40 60 80 100 120 140
Abundance #20971: Tetramethylene diisocyanate P T T T
56.0 6.60 6.80 7.00 7.20 7.40
m/z 58.05 38.00%
5000
41,0 J\‘
82.0
ok 15? u‘\‘u : ol 901120 139.0 UM NN e SN A ¥
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 5-Hepten-2-one, 6-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.494 15.43 ng 148029 1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Hepten-2-one, 6-methyl- 126 C8H140 000110-93-0 86
2 1-Hepten-6-one, 2-methyl- 126 C8H140 010408-15-8 47
3 6-Octen-2-one, (Z)- 126 C8H140 074810-53-0 22
4 endo-2-Methyl-2-norbornanol 126 C8H140 003212-16-6 16
5 7-Octen-2-one 126 C8H140 003664-60-6 10
Abundance Scan 716 (7.494 min): BG054885.D\data.ms (-709) (-) m/z 43.10 100.00%
43.1
5000 69.1 108.1
R e AAmEERNEE
‘M l “ ‘ 126.1 720740760780
O‘M‘HM‘H‘HN‘A‘N“wu‘wqum‘wu‘wu‘w‘uw‘mw‘u m/z 41.10 53.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13047: 5-Hepten-2-one, 6-methyl-
43.0
69.0 108.0
5000 L L R IR L LN B
7.20 7.40 7.60 7.80
m/z 55.05 48.01%
il O
O\‘HH‘H\‘N‘\\Hi1\\\‘\H\‘H\\}}H‘\H\H‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13029: 1-Hepten-6-one, 2-methyl-
43.0
R A R
7.20 7.40 7.60 7.80
5000 m/z 108.10 39.86%
58.0
108.0
ool b 120 80 1250
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12986: 6-Octen-2-one, (Z)-  Ammm i e
43.0 68.0 7.20 7.40 7.60 7.80
m/z 69.10  38.07%
5000
27.0
O I
Ol et _‘H‘MH,H‘WH‘M‘H‘_H‘““ Ia! -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 .20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 5-Hepten-2-o0l, 6-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.617 10.51 ng 100820  1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Hepten-2-0l, 6-methyl- 128 C8H160 001569-60-4 87
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 70
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 50

4 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 50
5 trans,trans-3,5-Heptadien-2-one 110 C7H100 018402-90-9 50

Abundance Scan 737 (7.617 min): BG054885.D\data.ms (-731) (-) m/z 95.10 100.00%

95.1

41.1

—

5000 69.0
55.0
110.1 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
‘ ‘ ‘ ‘ 1281 720 7.40 7.60 7.80 8.00
om‘w,w,uwHM! ‘“;qu‘w‘,MwH“m_m[w m/z 41.10  52.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14419: 5-Hepten-2-ol, 6-methyl-
95.0
41.0
5000 690 DL B R R R
270 55.0 7.20 7.40 7.60 7.80 8.00
110.0 m/z 69.05 47.81%
‘ ‘ ‘ 128.0
O\H‘H‘H"HH"\H\‘HH“\‘\M‘\H\‘H\‘\"‘H‘\\’\‘\l\‘HH“\‘\H‘H\}‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6744: 1,3-Dimethyl-1-cyclohexene
95.0
R grast:
7.20 7.40 7.60 7.80 8.00
5000 670 m/z 45.10 36.44%
110.0
27.0 41.0 ‘ 81,0
‘ | ‘ ‘ iy I ‘ L, M | i
O e et b e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6749: 5,5-Dimethyl-1,3-hexadiene

95.0 7.20 7.40 7.60 7.80 8.00
m/z 67.10 35.17%

5000 270 , 670

110.0

L mo

O bbbl e bl e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80 8.00

%.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzene, 1-ethyl-2,4-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.275 2.73 ng 26204  1,4-Dichlorobenzene-d4 8.146
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 91
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
Abundance Scan 849 (8.275 min): BG054885.D\data.ms (-844) (-) m/z 119.10 100.00%
119.1
5000
911 134.1 S Y
39.1 65.0 ‘ | 8.00 8.20 8.40 8.60
O reperrrrerrpersaiior ety et ool m/z 91.10 28.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 \\\‘\\\\‘\\\\‘\A\\\OA\\A\\
8.00 8.20 8.40 8.60
91.0 134.0 m/z 134.05  28.68%
39.0 65.0 ‘ ‘
O \\‘]_\\5\.\()‘\\\‘}‘\\H“‘\H\i‘\‘\\\’\\H‘\H‘“‘H\\‘\\H‘M‘\\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0

8.00 8.20 8.40 8.60

5000 ITI/Z 117.10 17.36%
91.0 134.0
39.0 65.0 ‘ ‘
0 H‘l‘g’uo‘mWH“um;‘uH,ww‘l“mwH‘1‘1‘”,”wmwm‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)- R RARREEESE ST
119.0 8.00 8.20 8.40 8.60

m/z 120.10  13.34%

5000
91.0

134.0
390 650 ‘
15.0 M i i ‘H R il “ ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.00 8.20 8.40 8.60

o

8270-BGO82522.M Fri Sep 09 15:50:37 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 1Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.522 7.12 ng 68356  1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1le 000496-11-7 87
2 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
3 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 76
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 72
Abundance Scan 891 (8.522 min): BG054885.D\data.ms (-883) (-) m/z 117.10 100.00%
117.1
5000
43.1
911 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
58.0 77 ‘ 8.20 8.40 8.60 8.80
0H“m‘uu‘m“‘HH“‘H‘!‘MWm‘m‘:u‘_m‘mwu!wm m/z 118.10 53.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10178: Indane
117.0
5000 N N AN RS

8.20 8.40 8.60 8.80
m/z 115.10  34.17%

390 580 91.0
O\\‘\H\‘\H\‘\\H“HHi‘\\\!‘}‘\‘\\‘\7\\7\‘0\\\\“‘\\\\]_‘(\)\4\\0‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10197: Benzene, cyclopropyl-
117.0
A RAaEmEaEEs s
8.20 8.40 8.60 8.80
m/z 43.10 23.06%
5000 91.0
510 65,0
o‘W‘H‘_%??H‘«‘H‘N‘H‘WLw‘wﬁ“‘uhm‘ﬁpr_‘uuu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10185: (Z)-1-Phenylpropene R RAmmEa R
117.0 8.20 8.40 8.60 8.80
m/z 91.10 17.17%
5000
91.0
51.0 @50 78
S O | R D ROV DOV A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80

8270-BGO82522.M Fri Sep 09 15:50:38 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 unknown8.687 Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
8.687 4.22 ng 40478 1,4-Dichlorobenzene-d4 8.146
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[3.1.0]hexan-3-one 96 C6H80 001755-04-0 38
2 2(3H)-Furanone, 5-ethyldihydro- 114 C6H1002 §00695-06-7 35
3 Cycloheptene 96 C7H12 000628-92-2 27
4 Tetrahydropyran 12-tetradecyn-1-... 294 C19H3402 096249-40-0 27
5 Oxirane, 2-methyl-2-pentyl- 128 C8H160 053907-75-8 27
Abundance Scan 919 (8.687 min): BG054885.D\data.ms (-914) (-) m/z 85.05 100.00%
85.0
68.1
5000
39.1
531 124.1
H‘ ‘ ‘ ‘ | ‘ 8.40 8.60 8.80 9.00
oH_HWm,HH}‘M,“HUWM WH‘wH‘M‘WMHHWHW m/z 68.10 69.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3169: Bicyclo[3.1.0]hexan-3-one
68.0
53.0
[ m“
5000 LA L L B L B B
96.0 8.40 8.60 8.80 9.00
m/z 67.10 67.09%
OH‘\H\‘\\H’HH‘\‘H\"H\‘HH‘\‘} “\\H“\H\‘\H‘\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8216: 2(3H)-Furanone, 5-ethyldihydro-
85.0
8.40 8.60 8.80 9.00
5000 20.0 ITI/Z 55.10 35.61%
‘ 56.0 70,0
SHECL T S A N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3194: Cycloheptene e B e
67.0 8.40 8.60 8.80 9.00
81.0 m/z 96.00 34.22%
96.0
5000 39.0
53.0
ol 20l MEENSS SN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00

8270-BGO82522.M Fri Sep 09 15:50:39 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.731 3.10 ng 47688  Naphthalene-d8 10.972
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 72
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
4 3,6,9,12,15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 43
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 40
Abundance Scan 1267 (10.731 min): BG054885.D\data.ms (-1261) (1 m/z 57.10 100.00%
57.1
75.1 i —
39 ‘ 1on 121 10.50 11.00
b e b e Wl L m/z 45.10 0 94.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000
10.50 11.00
29.0 75.0 m/z 41.10  34.02%
100.0
O L ‘ \H“\ \“‘H‘\ \\JV'M'\'U‘\ \‘H\ T U\ L ’ \].\:3“12.\()‘ T \]\.?3\.\0\
miz--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
— —
10.50 11.00
5000 m/z 75.10 22.48%
29.0
75.0
‘ 1000 1320
ol ol ol il )0 B0
m/z--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether — —
57.0 10.50 11.00
m/z 43.10 20.42%
5000
29.0 75.0
oHw‘“;“Hwml“_m‘w“19919“,””_‘”,”‘ — —
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On 8 Sep 2022 15:45

Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Benzeneacetic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
11.589 24.75 ng 380552  Naphthalene-d8 10.972
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 95
2 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 72
3 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 59
4 Phenylacetic acid, pent-2-en-4-y... 200 C13H1202 1000292-61-1 53
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 53

Abundance Scan 1413 (11.589 min): BG054885.D\data.ms (-1404) (- | m/z 91.05 100.00%
91.0
5000
136.1
65.1 N ‘
o"H"HJ,w”M‘Hw‘Jm_HWHH_WWHW m/z 136.05 27.61%
m/z--> 20 40 80 100 120 140 160 180
Abundance #18692.Benzeneaceﬁcacm
91.0
5000 o :
11.50
65.0 136.0 m/z 92.10  16.74%
39.0 ‘ ‘
O\\\\‘\\\\’\‘\“\\“‘\\\\[\\\\‘\!\\‘\\\!“\\\\‘\\\\‘\\
m/z--> 20 100 120 140 160 180
Abundance #55633.Propanedmk:add,phenyL
91.0
T [
11.50
5000 ITI/Z 65.10 15.11%
44.0 136.0
65.0
olﬁow\\woo
m/z--> 20 40 80 100 120 140 160 180
Abundance #18577.p—MethWbenzeneboronk:add peepal
91.0 11.50
m/z 63.10 6.93%
136.0
5000
45.0 65.0
117.0
1. 3 s O N S,
m/z--> 20 40 60 80 100 120 140 160 180 11.50

8270-BGO82522.M Fri Sep 09 15:50:40 2022

Page:

15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.083 2.70 ng 41554  Naphthalene-d8 10.972
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 74
2 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 72
3 Pyrazine, 2-ethyl-3,5-dimethyl- 136 C8H12N2 013925-07-0 64
4 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 64
5 2-Hydroxy-5-methylbenzaldehyde 136 C8H802 000613-84-3 64

Abundance Scan 1497 (12.083 min): BG054885.D\data.ms (-1493) (-~ | m/z 135.00 100.00%

135.0
5000
91.1
Mg, L /Ww

391 630 | ‘ 12.00
SRS o TR O RN YV U"Jm,m_m_HW m/z 136.05 85.17%

m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #18797: Benzo[b]thiophene, 2,3-dihydro-
135.0

o

5000 91.0
12 00
m/z 91.10 32.64%
39.0 67.0
O\\‘H\\‘\H\“\\‘\\“\H\‘}‘\‘\‘U‘\H\‘\\\\‘“\\\’\\0\\8‘\0\\\’\\\\‘\! \‘HH‘\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #18795: Benzene, (ethenylthio)-
135.0
T \
910 12.00
5000 ' ITI/Z 147 .00 21.71%
51.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 /\ [\
Abundance #18639: Pyrazine, 2-ethyl-3,5-dimethyl-
135.0 12.00
m/z 134.05 16.21%
5000
42.0

s mo | )

Olreprrrrprrel e B prt ey e et e L
miz--> 20 30 40 50 60 70 80 90 100110120130140150 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 1Indole, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.640 8.35 ng 348510  Acenaphthene-di0 14.785
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indole, 3-methyl- 131 COHON 000083-34-1 95
2 1H-Indole, 2-methyl- 131 C9HSN 000095-20-5 91
3 1H-Indole, 4-methyl- 131 C9HON 016096-32-5 91
4 1H-Indole, 5-methyl- 131 C9HON 000614-96-0 91
5 Indolizine, 3-methyl- 131 COHON 001761-10-0 86

Abundance Scan 1762 (13.640 min): BG054885.D\data.ms (-1756) (- | m/z 130.00 100.00%

130.0
5000

77.1
51.1 103.1 1470 13.50 14.00
Ol el SR A64L /7 131,05 54.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16030: Indole, 3-methyl-
130.0
5000
13 50 14 00

77.16  13.05%

77.0
103.0
O\‘2\7\.(\)\"\5\]‘L(\)"\‘\\H‘\“\\\\“\\\\‘\}‘}\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16050: 1H-Indole, 2-methyl-
130.0

13 50 14 00
5000 m/z 103.10 9.06%
270 510 o 10\3'0
O
m/z--> 20 40 60 80 100 120 140 160
Abundance #16046: 1H-Indole, 4-methyl- RS A VA S
130.0 13.50 14.00

51.10 6.20%

5000
51.0 77"0 10‘3-0
in A= I Wl
1

ottt el
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 1-Hexylbicyclo[2.2.2]octane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.609 3.06 ng 127586  Acenaphthene-di0 14.785
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexylbicyclo[2.2.2]octane 194 C14H26 1000435-94-2 52
2 1H-Indol-4-0l 133 C8H7NO 002380-94-1 38
3 Furo[2,3-b]pyridine, 2-methyl- 133 C8H7NO 075332-26-2 35
4 Benzene, 1l-isocyanato-2-methyl- 133 C8H7NO 000614-68-6 35
5 3-(4-Pyridyl)acrylaldehyde 133 C8H7NO 026505-36-2 35

Abundance Scan 1927 (14.609 min): BG054885.D\data.ms (-1921) (- | m/z 95.10 100.00%
95.1
67.1

T W
5000
—— —
14.50 15.00
0! m/z 67.10 81.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69398: 1-Hexylbicyclo[2.2.2]octane
67.0 95.0
41.0
5000 124.0 — —
14.50 15.00
194.0 m/z 133.05  75.38%
i
O‘\!H“MWHU‘\“H‘ \\U“\‘\‘\\‘U\\\“\\\\‘\“\\\‘\\\‘\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16878: 1H-Indol-4-0
138.0
—— —
104.0 14.50 15.00
5000 ITI/Z 104.10 73.43%
78.0
51.0 ‘
o"H‘_“‘1“‘ww!“_H"um‘_‘U‘_m_m_”w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16912: Furo[2,3-b]pyridine, 2-methyl- e Mt —
133.0 14.50 15.00
m/z 69.10 71.94%
39.0
5000 104.0 MM
79.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 unknownl5.602 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.602 2.47 ng 102977  Acenaphthene-di0 14.785
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 41
2 3,4-Dihydro-1H-isoquinoline-2-ca... 161 C10H11NO 001699-52-1 38
3 2(1H)-Quinolinethione 161 C9H7NS 002637-37-8 25
4 3-Hydroxymethylene-2-indolinone 161 C9H7NO2 063273-23-4 25
5 1H-Inden-1-one, 2,3-dihydro-4,7-... 160 C11H120 005037-60-5 25

Abundance Scan 2096 (15.602 min): BG054885.D\data.ms (-2092) (- | m/z 161.10 100.00%

161.1
117.1
5000
77.1

51.1 — —
15.50 16.00
1 “ L, \“H H\ A 187.1 Y
[ JS—— ol m/z 117.10  69.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16147: Cyclopropane, 1-methyl-1-phenyl-
11v.0
5000 — —
91.0 15.50 16.00
51.0 m/z 160.10 64.85%
O\\\\‘\h\\“‘\\“U\“‘h\\”}“\\\\“‘”\\“‘\“H‘\‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37070: 3,4-Dihydro-1H-isoquinoline-2-carboxaldehyde
161.0
—
104.0 15.50 16.00
5000 ITI/Z 115.10 50.41%
510 77.0 132.0 ‘
o B0 80 b
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37528: 2(1H)-Quinolinethione T T
161.0 15.50 16.00
128.0 m/z 165.10  45.85%
5000
51.0 89.0
NI O P T
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 4-Indancarboxylic acid, 7-m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.178 19.49 ng 475676  Phenanthrene-d10 17.535
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Indancarboxylic acid, 7-methyl- 176 C11H1202 071042-74-5 97
2 2,3-Dihydro-1H-inden-5-ylacetic ... 176 C11H1202 005453-98-5 90
3 2-(1,2,3,4-Tetrahydronaphthalen-... 176 C12H160 068480-12-6 76
4 1-Naphthalenecarboxylic acid, 5, 176 C11H1202 004242-18-6 72
5 1-(p- Tolyl)cyclopropanecarboxyll 176 C11H1202 083846-66-6 49

Abundance Scan 2194 (16.178 min): BG054885.D\data.ms (-2189) (- | m/z 131.05 100.00%

131.1
176.1
5000
91.1 :

51.1 16.00 16.50
0 Sdsan Ul 2071 176,10 61.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50680: 4-Indancarboxylic acid, 7-methyl-
131.0
5000 176.0 o ==
16.00 16.50

m/z 115.10  39.42%

39‘0\63\\\9‘\\” H Lmﬂ -
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50700: 2,3-Dihydro-1H-inden-5-ylacetic acid
131.0
P e
16.00 16.50
5000 m/z 158.10 32.86%
176.0
91.0
oz SO h m 154.0
TR B T B B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50942: 2-(1,2,3,4-Tetrahydronaphthalen-1-yl)ethan-1-ol P —
131.0 16.00 16.50
m/z 117.10 25.13%

5000
91.0
176.0
270 510 | | 1530 |

T e R REE T - —
miz--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 1-Methylcarbazole Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.801 2.58 ng 62844  Phenanthrene-d10 17.535
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Methylcarbazole 181 C13H11N 006510-65-2 80
2 2-Fluorenamine 181 C13H11N 000153-78-6 72
3 Benzene, 1,1'-(1-methylethyliden... 196 C15H16 000778-22-3 64
4 (1,1'-Biphenyl)-2,2'-dicarboxald... 210 C14H1002 001210-05-5 59
5 4-Methylcarbazole 181 C13H11N 003770-48-7 59
Abundance Scan 2300 (16.801 min): BG054885.D\data.ms (-2297) (- | m/z 181.10 100.00%
181.1
5000
152.1
sy =
76.0 16.50 17.00
I 11\5\ ' . H | Mh‘ ‘ 218.1 B
O el sl g b il o m/z 152.05 31.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55927: 1-Methylcarbazole
181.0
5000 e ——
16.50 17.00
m/z 196.10 22.46%
77 0 152.0
0 \\\39\”0 o 7101 0 127 0 \‘H m
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55922: 2-Fluorenamine
181.0
16.50 17.00
5000 m/z 153.00 15.74%
152.0
90.0
oL 300630, | 1270 | |
A R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71804: Benzene, 1,1'-(1-methylethylidene)bis- —— ——
181.0 16.50 17.00
m/z 182.00  15.48%
5000
103.0
77.0
51.0 ‘ 15 H ‘
L T =1 o N L R G /S LTA T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 5-Acenaphthylenecarboxaldeh... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.735 4.72 ng 115257  Phenanthrene-di0 17.535
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Acenaphthylenecarboxaldehyde, ... 182 C13H100 1000362-64-3 58
2 2-(methylamino)-5,6-dihydro-1,3-... 182 C8H10ON20S 1000285-58-7 43
3 2-Hydroxyfluorene 182 C13H1e0 002443-58-5 38
4 3,5-Dimethoxybenzoic acid 182 C9H1004 001132-21-4 35
5 2-(2-Aminoethyl)-4-amino-6-dimet... 182 C7H14N6 040917-13-3 30

Abundance Scan 2459 (17.735 min): BG054885.D\data.ms (-2455) (- | m/z 153.05 100.00%
153.1 182.1

5000

411 : — ‘
17.50 18.00
m/z 182.18  87.52%

05.1 232.C
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56946: 5-Acenaphthylenecarboxaldehyde, 1,2-dihydro-

153.0
182.0
5000 Wh i
17.50 18.00
76.0 m/z 152.05 58.94%
51.0 990 1260
O‘\\\\“‘\\H\\“‘\\\‘\‘\H\h\\%""\\\\‘\M\\\‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57398: 2-(methylamino)-5,6-dihydro-1,3-benzothiazol-7
182.0
—r
17.50 18.00
5000 70.0 m/z 154.10 42.46%
126.0 154.0
95.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56933: 2-Hydroxyfluorene T —
182.0 17.50 18.00
m/z 127.10 32.60%
5000
152.0
76.0
0280510 | ero®80 || L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acq On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Oxalic acid, hexadecyl prop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.430 4.85 ng 142594  Chrysene-d12 21.830
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 91
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 90
Abundance Scan 3088 (21.431 min): BG054885.D\data.ms (-3084) (- | m/z 57.10 100.00%
57.1
2150
39.1 232.2 41.1 '
[ — '} “H “ LI 3954838 e 297 3L s 43010 71.35%
miz--> 50 100 150 200 250 300 350
Abundance #265841: Oxalic acid, hexadecy! propyl ester
43.0
5000 ]
3.0 21.50
269.0 m/z 83.10 57.11%
5.0
O T \H\ ‘ ‘ \“\‘ \‘H\M“ t\“\”\ ‘ Ll \]_9\6‘.0\\ T ’ T } T \‘?Tl\z?o\ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
—
21.50
5000 m/z 55.10 56.30%
‘ ‘ 97.0
SEREEUENUEE LI T L L
m/z--> 50 100 150 200 250 300 350
Abundance #146039: Ethanol, 2-(tetradecyloxy)- e
57.0 21.50
m/z 71.10 54.78%
- Awmw»wwwvAkme&mwum
18. ‘ ‘ 9.0 1960
0 wm ‘ ‘h B oTB - L N —
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090822\
Data File : BG@54885.D

Acqg On : 8 Sep 2022 15:45
Operator : CG/JU

Sample : N4537-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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|
unknown3.769 3.769 5.8 ng 55493 1 8.146 191900 20.0
Disulfide, dime... 3.986 6.5 ng 62397 1 8.146 191900 20.0
Butanoic acid, 5.079 38.4 ng 367960 1 8.146 191900 20.0
unknown5.208 5.208 3.2 ng 30602 1 8.146 191900 20.0
unknown?7.000 7.000 2.8 ng 27207 1 8.146 191900 20.0
5-Hepten-2-one,... 7.494 15.4 ng 148029 1 8.146 191900 20.0
5-Hepten-2-o0l, 7.617 10.5 ng 100820 1 8.146 191900 20.0
Benzene, 1l-ethy... 8.275 2.7 ng 26204 1 8.146 191900 20.0
Indane 8.522 7.1 ng 68356 1 8.146 191900 20.0
unknown8.687 8.687 4.2 ng 40478 1 8.146 191900 20.0
Ethanol, 1-(2-b... 10.731 3.1 ng 47688 2 10.972 307513 20.0
Benzeneacetic acid 11.589 24.8 ng 380552 2 10.972 307513 20.0
Benzo[b]thiophe... 12.083 2.7 ng 41554 2 10.972 307513 20.0
Indole, 3-methyl-  13.640 8.3 ng 348510 3 14.785 834612 20.0
1-Hexylbicyclo[... 14.609 3.1 ng 127586 3 14.785 834612 20.0
unknown15.602 15.602 2.5 ng 102977 3 14.785 834612 20.0
4-Indancarboxyl... 16.178 19.5 ng 475676 4 17.535 488049 20.0
1-Methylcarbazole 16.801 2.6 ng 62844 4 17.535 488049 20.0
5-Acenaphthylen... 17.735 4.7 ng 115257 4 17.535 488049 20.0
Oxalic acid, he... 21.430 4.8 ng 142594 5 21.830 588160 20.0
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