LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc . KTS1-MH-02-0-15

ALS vial : 8 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_ P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9078.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.005 168 173 182 rVB 128981 207920 2.18% 0.180%
2 4.346 227 231 241 rVB 96455 158803 1.66% 0.137%
3 5.393 403 409 416 rBV 2757858 4490269 47.00% 3.885%
4 5.446 416 418 442 rVB 122898 305720 3.20% 0.264%
5 5.816 474 481 488 rBV4 147125 284357 2.98% 0.246%
6 6.993 668 681 693 rBV 2744384 4918812 51.48% 4.255%
7 7.458 752 760 769 rVB4 86041 231989 2.43% 0.201%
8 7.728 794 806 811 rBV5 79686 171108 1.79% 0.148%
9 7.805 811 819 827 rBV 776333 1405088 14.71% 1.216%
10 7.969 844 847 854 rVB4 65402 134531 1.41% 0.116%
11 8.081 861 866 876 rVB6 68096 180979 1.89% 0.157%
12 8.346 905 911 917 rBV3 113671 240515 2.52% 0.208%
13  8.446 923 928 937 rVB8 54067 150023 1.57% 0.130%
14 8.863 993 999 1000 rBV2 94017 154371 1.62% 0.134%
15 8.963 1009 1016 1025 rBV 1843974 3246461 33.98% 2.809%
16 9.040 1026 1029 1039 rVB6 132627 370683 3.88% 0.321%
17 9.163 1039 1050 1056 rBV8 133670 389832 4.08% 0.337%
18 9.269 1056 1068 1074 rBvV8 125759 395605 4.14% 0.342%
19 9.393 1085 1089 1096 rBV5 84024 163897 1.72% 0.142%
20 9.463 1097 1101 1107 rVB 169542 278249 2.91% 0.241%
21  9.646 1128 1132 1134 rBV2 120750 184455 1.93% 0.160%
22 9.675 1134 1137 1149 rVB 280695 585064 6.12% 0.506%
23 9.781 1149 1155 1157 rBV3 162182 325628 3.41% 0.282%
24  9.957 1181 1185 1188 rBV3 84453 132669 1.39% 0.115%
25 10.052 1197 1201 1206 rVB6 118890 219633 2.30% 0.190%
26 10.475 1269 1273 1277 rBV2 192790 305907 3.20% 0.265%
27 10.599 1289 1294 1307 rVB3 1046168 2229620 23.34%  1.929%
28 10.722 1313 1315 1320 rVB2 239121 333263 3.49% 0.288%
29 10.793 1320 1327 1334 rBV5 223094 792871 8.30% 0.686%
30 11.010 1360 1364 1368 rBV3 213310 326770  3.42%  0.283%

31 11.099 1374 1379 1384 rBV 965772 1510570 15.81%
32 11.263 1404 1407 1408 rBV2 178769 208510 2.18%
33 11.369 1421 1425 1428 rBV5 249251 423645  4.43%
34 11.663 1469 1475 1478 rBV4 586332 1242156 13.00%
35 11.799 1493 1498 1502 rBV 670874 1059454 11.09%

OrRrO0OOR
w
[e))
o))
B

36 11.893 1510 1514 1519 rBV2 870843 1291556 13.52% 1.117%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc . KTS1-MH-02-0-15

ALS vial : 8 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_ P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.040 1535 1539 1541 rBV3 313593 484650 5.07% 0.419%
38 12.346 1586 1591 1598 rBV5 684562 1623112 16.99% 1.404%
39 12.434 1604 1606 1610 rVB3 337343 361564 3.78% 0.313%
40 12.804 1665 1669 1674 rBV6 480038 905521 9.48% 0.783%
41 12.887 1680 1683 1689 rVB4 1052409 1532254 16.04% 1.326%
42 13.069 1708 1714 1720 rVB 5100405 8193819 85.76% 7.089%
43 13.234 1739 1742 1745 rBV 709124 1071341 11.21% 0.927%
44 13.869 1847 1850 1854 rVB 986693 1224242 12.81% 1.059%
45 14.181 1898 1903 1907 rBV 1330358 2759893 28.89%  2.388%
46 14.287 1917 1921 1928 rVB2 1330875 2410572 25.23% 2.085%
47 14.451 1946 1949 1957 rVB 1926953 2846308 29.79% 2.462%
48 15.951 2200 2204 2209 rVB 4038843 5855302 61.28% 5.065%
49 17.216 2415 2419 2423 rBV 1909736 2830115 29.62% 2.448%
50 19.228 2758 2761 2768 rVB 2284064 3073636 32.17% 2.659%
51 19.580 2818 2821 2830 rVB 3864266 6153408 64.40% 5.323%
52 19.775 2850 2854 2859 rVB 7569100 9554565 100.00% 8.266%
53 21.298 3109 3113 3119 rBV2 2988874 7046022 73.75% 6.096%
54 22.986 3394 3400 3405 rBV 3124841 7789516 81.53% 6.739%
55 23.163 3427 3430 3437 rVB 1131846 2065910 21.62% 1.787%
56 23.504 3483 3488 3497 rVB 2550561 5225228 54.69% 4.520%
57 23.610 3500 3506 3513 rVB 3967702 7895595 82.64% 6.831%

58 26.221 3944 3950 3962 rVB 1888117 5639118 59.02% 4.878%

Sum of corrected areas: 115592674
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc . KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP009078.D\data.ms

1.2e+07

1le+07

8000000
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4000000
5.393 6.993
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Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BP009078.D\data.ms
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8000000 19.228

13.069 17.216

6000000 14.451

|
4000000 138 ‘“&B
12.88%3.234 | ‘ l

39 2.804( |
2000000/ 1893 122484280
‘if 4() A [\

R e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP009078.D\data.ms

1.2e+07

1le+07

21.298

8000000

6000000

4000000

2000000

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 2 unknown9.040 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.040 5.28 ng 370683 1,4-Dichlorobenzene-d4 7.805
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 46
2 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 35
3 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 30
4 Isooctyl mercaptoacetate 204 C10H2002S 025103-09-7 30
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 27

Abundance Scan 1029 (9.040 min): BP009078.D\data.ms (-1026) (-)
57.1

m/z 57.10 100.00%

%

5000
125.1
AR A RRRRRRRS
“‘l 8.80 9.00 9.20 9.40
o AbAlL b 207.0 2950 366.34289 5360 ./, 43.1p  96.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33077: Undecane
57.0
5000 UL B L I L L
8.80 9.00 9.20 9.40
m/z 41.05 74 .69%
‘ 156.0
O‘\\\"\‘\‘\J\I’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
AR A RRRRRRRS
8.80 9.00 9.20 9.40
5000 m/z 71.05 58.12%
0 125.0 213.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #239149: Octadecane, 1-bromo- R ARAREaREEEESE
57.0 8.80 9.00 9.20 9.40
m/z 69.00 55.52%
5000
135.0
0 “\ ‘n “ Ll s 19302530 332.0

e e e e R ABERIRIEE

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Adamantane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.163 5.55 ng 389832 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane 136 C1OH1l6 000281-23-2 78
2 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 27
3 1-Naphthalenol, decahydro-, (1.a... 154 C1@H180 014759-74-1 25
4 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 18
5 3,5-Dimethylanisole 136 CS9H120 000874-63-5 15
Abundance Scan 1050 (9.163 min): BP009078.D\data.ms (-1039) (-) m/z 69.05 100.00%
69.0
136.0
5000
T
8.80 9.00 9.20 9.40
ol AMARKILY 1052 280933974027 5030 1/, 136.60  79.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18006: Adamantane
136.0
79.0
5000
8.80 9.00 9.20 9.40
\ m/z 55.05 76.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
T
8.80 9.00 9.20 9.40
5000 m/z 41.10 64 .30%
137.0
o e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31330: 1-Naphthalenol, decahydro-, (1.alpha.,4a.alpha., T
136.0 8.80 9.00 9.20 9.40
m/z 95.00 48.81%
67.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

8270E-BP020722.M Thu Feb 10 15:48:55 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknown9.269 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.269 3.55 ng 395605 Naphthalene-d8 10.605

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Crotonic acid, menthyl ester 224 C14H2402 114761-14-7 38
2 7-Tetradecanol 214 C14H300 003981-79-1 25
3 Nonenyl angelate, 6Z- 224 C14H2402 1000383-61-3 22
4 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 14
5 Cyclohexane, 1,5-diethyl-2,3-dim... 168 C12H24 074663-66-4 14

Abundance Scan 1068 (9.269 min): BP009078.D\data.ms (-1056) (-) m/z 69.05 100.00%
69.0

i

153.1
5000
R R RRERRAE
“ m 9.00 9.20 9.40 9.60
o b AMILLILE, 2660 3406 4282 5211 ./, g3.65 96.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104338: Crotonic acid, menthyl ester
83.0
5000 UL L B I B AL LN
9.00 9.20 9.40 9.60
m/z 55.00 89.56%
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
R R RRERRAE
9.00 9.20 9.40 9.60
5000 m/z 95.10 82.03%
129'0196.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104323: Nonenyl angelate, 6Z- A RARE S R
55.0 9.00 9.20 9.40 9.60
m/z 97.05 70.34%
5000
124.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Adamantane, 1,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.675 5.25 ng 585064 Naphthalene-d8 10.605

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 60
2 1,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 56
3 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 38
4 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 38
5 Added stereo to name 164 C12H20 024145-89-9 37

Abundance Scan 1137 (9.675 min): BP009078.D\data.ms (-1134) () | m/z 149.05 100.00%

149.1
5000

—
gjﬁ 9.50 10.00
(bl 207.9 2811 3549 4505 549 L on o0 55 76y

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39778: Adamantane, 1,3-dimethyl-
149.0

5000 T
9.50 10.00
m/z 107.10 18.63%

41.0
‘\\H\‘J’lu\m\“\\\‘l“l\\‘\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
149.0

T
9.50 10.00

o

o

41.0 o
5000 m/z 150.05 12.63%
O T T T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27027: Pyridine, pentamethyl- s TS
149.0 9.50 10.00

m/z 91.00 8.61%

h MW
53.0 ‘ ‘
I i 4

O‘H‘\U,JHH‘M\H“ R O e B RAR RN RO —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 3,5-Dimethyl-1-adamantaneca... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.793 7.11 ng 792871 Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyl-1-adamantanecarboxy... 208 C13H2002 014670-94-1 62
2 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 59
3 2-Benzothiazolecarboxaldehyde 163 C8H5NOS 006639-57-2 47
4 1-Ethyl-3-propyladamantane 206 C15H26 019385-94-5 45
5 1,3-Dimethyl-5-n-propyl-adamantane 206 C15H26 019385-87-6 42

Abundance Scan 1327 (10.793 min): BP009078.D\data.ms (-1320) (- m/z 163.10 100.00%

168.1
5000
95.
— SSS
m 1050 11.00
obplilhlul, ] 2218281.9340.9 43404920 /5 197,10  38.33%

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

Abundance  #85073: 3,5-Dimethyl-1-adamantanecarboxylic acid
163.0

i

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

5000
10.50 11.00
93, m/z 95.05 29.05%
O‘\\‘\\\‘J‘\”\U\J\”‘M\l\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
163.0
—— —
10.50 11.00
5000 m/z 81.00 18.39%
i WW
]
—— —

Abundance #38967: 2-Benzothiazolecarboxaldehyde
163.0 10.50 11.00
m/z 55.00 15.74%
69.0
5000
o'“‘}' N —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

8270E-BP020722.M Thu Feb 10 15:48:57 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.099 13.55 ng 1510576  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 95
2 n-Tridecan-1-o0l 200 C13H280 000112-70-9 58
3 6-Tridecene 182 C13H26 024949-38-0 55
4 4-Nonene, 5-butyl- 182 C13H26 007367-38-6 46
5 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 43

Abundance Scan 1379 (11.099 min): BP009078.D\data.ms (-1374) (- m/z 69.05 100.00%

69.0
5000

182.2 —— ;

i oo s

ol bbb LY 252.1 3410 4144 4951 ./, 55 05  60.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56979: Cyclohexane, 2-butyl-1,1,3-trimethyl-

69.0
5000 —— —
11.00 11.50

m/z 56.10 51.00%

} 182.0
\\‘\‘J‘\ \H\I‘\“\“\\‘\L\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance

55.0

7 —
11.00 11.50

o

5000 m/z 41.05 48.80%
182.0
125.0
O it [ T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56948: 6-Tridecene T —
55.0 11.00 11.50

m/z 57.10  47.55%

- W
182.0
20 ™

Y o o R — —
miz--> 50 100 150 200 250 300 350 400 450 500 11.00 11.50

8270E-BP020722.M Thu Feb 10 15:48:58 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Bicyclo[4.1.0]heptane, 3-me... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.369 3.80 ng 423645  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane, 3-methyl-... 180 C13H24 041977-48-4 55
2 1,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 55
3 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 50
4 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 38
5 1H-Indene, octahydro-2,3a,4-trim... 208 C15H28 031230-13-4 38
Abundance Scan 1425 (11.369 min): BP009078.D\data.ms (-1421) (| m/z 165.15 100.00%
165.2
81.1
5000
= ——
\ } H ‘ ‘H 11.00 11.50
bbb sl ll L | 225.1283.1 355.1416.9 488.9545.1  n/; g1.10  82.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #55026: Bicyclo[4.1.0]heptane, 3-methyl-7-pentyl-
81.0
5000 — ——
11.00 11.50
“ 180.0 m/z 95.10 81.94%
O \\J‘“\‘\”J\H‘\\“\\‘\‘\!‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
95.0
— ——
11.00 11.50
5000 165.0 m/z 55.00 73.71%
9.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane — ——
95.0 11.00 11.50
m/z 109.10 65.62%
166.0
h M
Ot — —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

8270E-BP020722.M Thu Feb 10 15:48:59 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc . KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Cyclohexane, 1,1,3,5-tetram... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.663 11.14 ng 1242160 Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 76
2 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-03-9 64
3 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 56
4 (1,2,4-Trimethylcyclohexyl)metha... 156 C10H200 1000499-03-8 53
5 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1000499-04-5 50

Abundance Scan 1475 (11.663 min): BP009078.D\data.ms (-1469) (- m/z 69.00 100.00%

69.0
5000

149.1 11.50 12.00
— B o S Pt P P e e T m/z 125.10  81.03%

”M’ L \ ,.207.0 281.9341.0401.1461.2519.3
ity
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0

5000 - =
11.50 12.00

m/z 83.10 43.07%

\"H‘“‘!“““"‘“\‘1“‘0\.9"w‘HMH‘\‘H‘\HH\HHWHWHM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0

T 7
11.50 12.00

5000 m/z 55.05 32.21%

137.0 AMWVL/V\NAWJXJ\N»%M
N N —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217314: Zinc, bis[2-(1,1-dimethylethyl)-3,3-dimethylcycl P e
69.0 11.50 12.00
m/z 41.10 26.14%

o

o

o

5000

:

1370 o050  314.0

L

ol H d

\ 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

8270E-BP020722.M Thu Feb 10 15:49:01 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknownl1l.799 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.799 9.50 ng 1059450  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Benzofuranmethanol, 2,4,5,6,7,... 196 C12H2002 077384-15-7 42
2 2(3H)-Benzofuranone, 3a,4,5,6-te... 180 C11H1602 016778-26-0 40
3 1,6-Dimethyl-7-ox0-1,2,3,7-tetra... 165 C8H11N30 026955-09-9 35
4 2-Methyl-5-benzothiazolol 165 C8H7NOS 068867-14-1 35
5 3-Methoxy-7-methyl-7H-pirazolo[4... 165 C6H7N50 037526-58-2 32
Abundance Scan 1498 (11.799 min): BP009078.D\data.ms (-1493) (- m/z 165.20 100.00%
165.2
95.1
5000
—— —
M 11.50 12.00
0l 3804 M bido L1 2301 34083988 477.2 5460  n/; 95.18  59.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71521: 2-Benzofuranmethanol, 2,4,5,6,7,7a-hexahydro-
165.0
95.0
5000 —r ——
11.50 12.00
m/z 109.10 43.21%
O2\9“\‘.&‘&\‘&\“\h\h“\”\‘\u\u\‘h‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
165.0
—— —
11.50 12.00
5000{ 410 m/z 81.10 42.23%
o e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #40719: 1,6-Dimethyl-7-oxo0-1,2,3,7-tetrahydroimidazo[1, —— ——
165.0 11.50 12.00
m/z 55.05 22.17%
5000
83.0
o"Uh‘mm‘\umﬂm"\\""""‘_"""wawm‘w_ e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

8270E-BP020722.M Thu Feb 10 15:49:02 2022 Page: 12



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
BP009078.D

: 09 Feb 2022 15:16
: CG/IU
¢ N1397-03

KTS1-MH-02-0-15

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 11

unknown11.893

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.893 11.59 ng 1291560  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,5-dimethyl- 126 C8H140 002320-30-1 46
2 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 43
3 Cyclopentane, ethyl- 98 C7H14 001640-89-7 43
4 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 43
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 43

Abundance Scan 1514 (11.893 min): BP009078.D\data.ms (-1510) (- m/z 69.10 100.00%
69.1
5000
35.1
196.2 - ——
’ l \ 341.0 11.50 12.00
ob kAL ), 2668 3410 4291 5039 7 5519 46.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13091: Cyclohexanone, 3,5-dimethyl-
69.0
5000 — ——
11.50 12.00
Lk m/z 70.10 46.30%
O‘\\“\U“J\‘\’\\l“l(\\\-\O’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
— ——
11.50 12.00
5000 m/z 41.05 44.01%
Ol L A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3747: Cyclopentane, ethyl- “ T
69.0 11.50 12.00
m/z 56.10 42.96%
5000
o“‘ULﬁ J‘L‘H‘,‘“w“‘“H““‘H““‘_““H““‘H“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

8270E-BP02072

2.M Thu Feb 10 15:49:03 2022

Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\

Data File : BP@@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

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

Peak Number 12 unknownl2.040 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.040 4.35 ng 484650  Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 14
2 Tridecane 184 C13H28 000629-50-5 11
3 Octane, 3,5-dimethyl- 142 C1leH22 015869-93-9 11
4 3,4-dimethyl-5-(3,4-methylenedio... 221 C12H15NO3 1000378-93-8 11
5 3-Hexanone, 2,2-dimethyl- 128 C8H160 005405-79-8 11

Abundance Scan 1539 (12.040 min): BP009078.D\data.ms (-1535) (- m/z 57.10 100.00%
57.1
5000 165.2
T \
‘ ‘ ‘ ‘ \ 12.00
Okl |"“Ww 414, 223.0261.1339.1398.9 47585390 1,7 43.10  69.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #346742: Tetracontane, 3,5,24-trimethyl-
57.0
5000 — :
12.00
m/z 71.10 65.20%
o ’ ” gs 0 2380 505.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T \
12.00
5000 m/z 41.05 52.24%
0 127.0185.0
T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22105: Octane, 3,5-dimethyl- T ‘
57.0 12.00
m/z 69.00  40.45%
5000
o, L1 2220 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00

8270E-BP020722.M Thu Feb 10 15:49:04 2022

Page:

14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknownl2.346 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.346 14.56 ng 1623116 Naphthalene-d8 10.605
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methoxy-2-methylbenzothiazole 179 CSH9NOS 1000342-71-0 38
2 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 041678-32-4 35
3 (2,4-Dimethylcyclohexyl)methanol... 142 C9H180 1000499-02-7 16
4 4,4'-bi-4H-pyran, 4,4'-dimethyl-... 358 C24H3802 1000398-45-9 14
5 2-Amino-4,6-pteridinediol 179 C6H5N502 005979-01-1 12

Abundance Scan 1591 (12.346 min): BP009078.D\data.ms (-1586) (- m/z 179.15 100.00%

179.2
69.1
5000

— ——
} \ ’ 12.00 12.50
ol lu”m‘i ot HM Adba 2800 354.9 44145011  n/z 69.16  67.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54244: 5-Methoxy-2-methylbenzothiazole
179.0
5000 — ——
69.0 12.00 12.50

m/z 109.10  58.16%

‘ l“‘“A\I \l“‘ ‘\ T \‘\ “‘ \‘\ T ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

0
179.0
— ——
12.00 12.50
5000 m/z 55.10 42.56%

69.0

o

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

Abundance #23109: (2,4-Dimethylcyclohexyl)methanol (isomer 2) —
69.0 12.00 12.50

m/z 111.10  38.65%

5000

3

ikl ‘ ‘

Ol e e — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

8270E-BP020722.M Thu Feb 10 15:49:05 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknownl2.804 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.804 6.36 ng 905521  Acenaphthene-di1e 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,cis-2,9-Dimethylspiro[5.5]un... 180 C13H24 095472-51-8 46
2 2(1H)-Naphthalenone, octahydro-4... 194 C13H220 007056-56-6 44
3 cis,trans-1,9-Dimethylspiro[5.5]... 180 C13H24 1000111-73-3 43
4 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 41
5 Bicyclo[4.1.0]heptane, 2-methyl-... 180 C13H24 055937-92-3 38
Abundance Scan 1669 (12.804 min): BP009078.D\data.ms (-1665) (- m/z 81.10 100.00%
81.1
179.2
5000
— ——
I H\\
oL LALLARKLL ﬂ i 2531 855.0414.34752 5440 n/z 55.10  79.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #55020: cis,cis-2,9-Dimethylspiro[5.5]undecane
95.0
5000 — ——
180.0 12.50 13.00
‘ m/z 95.10  74.89%
O\\‘\‘\\‘\\\\’\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
41.0
— ——
12.50 13. 00
5000 124.0 m/z 179.20 %
194.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #55023: cis,trans-1,9-Dimethylspiro[5.5]Jundecane
81.0 12. 50 13 00
m/z 69.05 4%
5000 180.0 W
owu“Hm,‘m‘wu“HH_m_m_m_m_m_ — —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

8270E-BP020722.M Thu Feb 10 15:49:06 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc . KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknownl2.887 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.887 10.77 ng 1532250  Acenaphthene-d10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 38
2 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C10H18 061142-32-3 27
3 3,3-Dimethyl-hepta-4,5-dien-2-one 138 C9H140 1000190-54-1 25
4 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 25
5 Cyclopropane, tetramethylpropyli... 138 C10H18 024519-04-8 22

Abundance Scan 1683 (12.887 min): BP009078.D\data.ms (-1680) (- m/z 81.05 100.00%
81.0 179.2

2

5000
— ——
‘ 12.50 13.00
of LUk 2538 32163841 47575362 2170 56 06.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6734: Methyl ethyl cyclopentene
81.0
5000 — —
12.50 13.00
m/z 110.10 54.56%
Ol‘-\s\.‘\pu‘xu\“‘\‘ \H‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
123.0
— ——
12.50 13.00
5000 ITI/Z 123.10 54.54%
41.0
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20228: 3,3-Dimethyl-hepta-4,5-dien-2-one — ——
123.0 12.50 13.00
m/z 69.10 51.03%
50001 55. W
o"ﬂ\“{‘www‘u‘H_‘H‘w‘HH_‘Wwwwww — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

8270E-BP020722.M Thu Feb 10 15:49:07 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.234 7.53 ng 1071340  Acenaphthene-d10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 64
2 2-Diethylamino-4-phenylthiooct-2... 302 C18H26N2S 1000090-57-0 38
3 2-Anthracenamine 193 C14H11N 000613-13-8 38
4 benzoxazole, 5,6-dimethoxy-2-met... 193 C10H11NO3 1000395-98-9 35
5 s-Triazine, 2-amino-4-(morpholin... 278 C13H22N60 021868-45-1 35
Abundance Scan 1742 (13.234 min): BP009078.D\data.ms (-1739) (- m/z 193.20 100.00%
198.2
5000 123.1 MLL'
T“ h ‘ 1300 1350
0 Huw‘ ” J «w bl 2809 355.2 42804898549  m/z 123. 40.29%
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 —r —
55, 13.00 13.50
m/z 95.10  31.81%
O\\‘\}\\‘\“‘\\\\‘\‘\\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
193.0
—— —
13.00 13.50
5000 ITI/Z 69.10 31.29%
137.0
43.0
obbbabbudy b L 8020
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68073: 2-Anthracenamine —— —
193.0 13.00 13.50
m/z 109.10 29.04%
5000
97.0
R — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc . KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 1-Indolinecarboxaldehyde, 2... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.869 8.60 ng 1224240  Acenaphthene-d10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Indolinecarboxaldehyde, 2-hydr... 193 C10H11NO3 013303-70-3 53
2 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H10F3N3 1000511-73-1 38
3 2-Anthracenamine 193 C14H11N 000613-13-8 38
4 2-((Trimethylsilyl)thio)nicotino... 208 C9H12N2SSi 1000474-02-5 35
5 Trisiloxane, 1,1,3,3,5,5-hexamet... 208 C6H2002Si3 001189-93-1 35
Abundance Scan 1850 (13.869 min): BP009078.D\data.ms (-1847) (- m/z 193.20 100.00%
193.2
5000
123.1
41.1 - e
HH\ M \ 13.50 14.00
O bbbl g 282.9343.1400.5488.9 524.7 /7 153 19 33.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67612: 1-Indolinecarboxaldehyde, 2-hydroxy-5-methox
193.0
5000 — ——
69.0 13.50 14.00
132.0 m/z 69.10 32.61%
O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
193.0
42.0 — ——
13.50 14.00
5000 ITI/Z 109.10 26.37%
108.0
Ot b bbb e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #68072: 2-Anthracenamine “ T
193.0 13.50 14.00
m/z 83.10 25.25%
5000
97.0
0 e e e e e e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc . KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 unknownl4.287 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.287 16.94 ng 2410570  Acenaphthene-d10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 62
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 40
4 2-Phenylindolizine 193 C14H11N 025379-20-8 35
5 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 35
Abundance Scan 1921 (14.287 min): BP009078.D\data.ms (-1917) (- m/z 193.20 100.00%
198.2
5000 97.1
—— —
3#”)\ il
ob LMLyl 2809 355.1415.1477.4535.6 /7 97.10  51.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 — ——
55, 14.00 14.50
m/z 69.10  42.64%
O\\\\“\‘\H\‘\“‘\\\‘\‘\‘L\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
193.0
—— —
14.00 14.50
5000/ 55.0 m/z 109.10  35.59%
123.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t e —
193.0 14.00 14.50
69.0
m/z 55.10 35.45%
5000
o““'“u\ll'o‘ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc . KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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 20 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.504 13.24 ng 5225230  Perylene-di12 23.715
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 3488 (23.504 min): BP009078.D\data.ms (-3483) (- m/z 252.10 100.00%
252.1
o M\A
RN
125.1 23.50
0830 .1 1871, { 3302 4003 48865471 /7 756.10  29.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo[e]pyrene
252.0
5000 ~ :
23.50
m/z 253.10  21.87%
125.0
ol 630 | 187.0,
\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
252.0
RN
23.50
5000 m/z 251.10 9.58%
126.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138562: Benzo[b]fluoranthene 7 ‘
252.0 23.50
m/z 125.10 8.83%
5000
126.0
0630 | 1870,
A B e R SARARRR e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020922\
Data File : BP0@9078.D

Acqg On : 09 Feb 2022 15:16

Operator : CG/JU

Sample : N1397-03

Misc . KTS1-MH-02-0-15

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.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|
unknown9.040 9.040 5.3 ng 370683 1 7.805 1405090 20.0
Adamantane 9.163 5.5 ng 389832 1 7.805 1405090 20.0
unknown9.269 9.269 3.5 ng 395605 2 10.605 2229620 20.0
Adamantane, 1,3... 9.675 5.3 ng 585064 2 10.605 2229620 20.0
3,5-Dimethyl-1-... 10.793 7.1 ng 792871 2 10.605 2229620 20.0
Cyclohexane, 2-... 11.099 13.6 ng 1510570 2 10.605 2229620 20.0
Bicyclo[4.1.0]h... 11.369 3.8 ng 423645 2 10.605 2229620 20.0
Cyclohexane, 1,... 11.663 11.1 ng 1242160 2 10.605 2229620 20.0
unknown11.799 11.799 9.5 ng 1059450 2 10.605 2229620 20.0
unknownl11.893 11.893 11.6 ng 1291560 2 10.605 2229620 20.0
unknown12.040 12.040 4.3 ng 484650 2 10.605 2229620 20.0
unknownl2. 346 12.346 14.6 ng 1623110 2 10.605 2229620 20.0
unknown12.804 12.804 6.4 ng 905521 3 14.451 2846310 20.0
unknownl12.887 12.887 10.8 ng 1532250 3 14.451 2846310 20.0
Decahydro-1,1,4... 13.234 7.5 ng 1071340 3 14.451 2846310 20.0
1-Indolinecarbo... 13.869 8.6 ng 1224240 3 14.451 2846310 20.0
unknown14.287 14.287 16.9 ng 2410570 3 14.451 2846310 20.0
Benzo[e]pyrene 23.504 13.2 ng 5225230 6 23.715 7895600 20.0
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