LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc : KTS1-GW-MH-02-8-13

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BP@@9065.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.393 403 409 424 rBV 2309826 3875457 36.79% 5.524%
2 5.687 451 459 472 rBv2 119331 288143 2.74% 0.411%
3 6.064 517 523 528 rBV 263062 444824  4.22% 0.634%
4 6.358 566 573 578 rBV 181784 352260 3.34% 0.502%
5 6.493 591 596 608 rvB3 217403 484050 4.59%  0.690%
6 6.617 608 617 623 rBV3 247219 482740 4.58% 0.688%
7 6.699 623 631 638 rBV7 93815 297477  2.82% 0.424%
8 6.840 647 655 661 rVB4 232094 548108 5.20% 0.781%
9 6.987 669 680 689 rBV 1580836 3141914 29.82% 4.478%
106 7.105 693 700 704 rBV3 257244 576046 5.47% 0.821%
11  7.187 710 714 718 rVB 192314 274728 2.61% 0.392%
12 7.240 718 723 726 rBV3 156961 303604 2.88% 0.433%
13 7.311 726 735 739 rVB5 573859 1353368 12.85% 1.929%
14 7.393 739 749 756 rVB4 627447 1660676 15.76% 2.367%
15 7.481 756 764 769 rVB6 161814 358752 3.41% 0.511%
16 7.540 769 774 778 rBV2 305481 560903 5.32% 0.799%
17 7.634 782 790 796 rBV5 456920 1204705 11.44% 1.717%
18 7.728 800 806 812 rBV2 1036830 2078305 19.73% 2.962%
19 7.805 813 819 827 rBV2 919119 2362590 22.43% 3.367%
20 7.875 827 831 836 rVB4 308782 444275  4.22% ©.633%
21 7.934 836 841 843 rBV3 261958 446461 4.24% 0.636%
22 7.975 844 848 855 rVB3 828806 1738719 16.50% 2.478%
23 8.040 855 859 862 rBV3 402563 710169 6.74% 1.012%
24 8.087 862 867 870 rBv4 584785 1114044 10.57% 1.588%
25 8.175 877 882 886 rBv4 420594 756215 7.18% 1.078%
26 8.216 886 889 893 rVB 318091 432278 4.10% 0.616%
27 8.287 893 901 906 rBV5 269108 669270 6.35% 0.954%
28 8.363 910 914 917 rBV3 240885 332149 3.15% 0.473%
29 8.440 924 927 929 rBV 189088 267122 2.54% 0.381%
30 8.569 940 949 960 rBV1e 488376 2398940 22.77% 3.419%
31 8.681 962 968 973 rBV2 688124 1605429 15.24%  2.288%
32 8.869 994 1000 1002 rBV4 947603 1855740 17.62% 2.645%
33 8.969 1011 1017 1027 rVB 2599741 5042449 A47.87% 7.187%
34 9.169 1045 1051 1057 rVB5 1081387 2549540 24.20%  3.634%
35 9.281 1065 1070 1075 rVB5 711117 1378115 13.08% 1.964%

36 9.340 1076 1080 1084 rBV4 602120 1068989 10.15% 1.524%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc : KTS1-GW-MH-02-8-13

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

37 9.475 1098 1103 1108 rVB 1575064 2747851 26.08% 3.917%
38 9.658 1129 1134 1135 rBV2 1296141 1933521 18.35% 2.756%
39 9.787 1151 1156 1166 rBV5 1071820 3486122 33.09% 4.969%
40 10.487 1271 1275 1280 rBV 1197536 2141143 20.32% 3.052%

41 11.116 1377 1382 1388 rBV2 5018100 10534731 100.00% 15.015%
42 11.822 1498 1502 1510 rVB 3217220 5858773 55.61% .351%

[o0]

Sum of corrected areas: 70160695
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Feb 2022 18:51
: CG/IU
¢ N1399-01

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
BP009065.D

KTS1-GW-MH-02-8-13

: 15  Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

1le+07

5000000

ol

TIC: BP009065.D\data.ms

11.116

5.393
/\ 5.687 6.064. 5685

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

2e+07

1.5e+07

1le+07

5000000

TIC: BP009065.D\data.ms

0
Time-->

12.00 1250 13.00 13.50 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

2e+07

1.5e+07

1le+07

5000000

0

TIC: BP009065.D\data.ms

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc KTS1-GW-MH-02-8-13

ALS vial : 15 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 1 Bicyclo[3.1.1]heptan-3-one,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.311  11.46 ng 1353370  1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 000547-60-4 58
2 Oxalic acid, hexyl 1-menthyl ester 312 C18H3204 1000314-97-4 43
3 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 43
4 Oxalic acid, heptadecyl 1-menthy... 466 C29H5404 1000314-98-4 38
5 Cyclohexanol, 5-methyl-2-(1-meth... 358 C20H3803S 026510-92-9 38

Abundance Scan 735 (7.311 min): BP009065.D\data.ms (-726) (-) m/z 83.00 100.00%

3.0
T
| H ‘ 7.00 7.20 7.40 7.60
0 Al L b222:1284.8 355041224690 5460 1/ 139.05  81.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29426: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a|
55.0
5000 A RN AN R R
7.00 7.20 7.40 7.60
m/z 69.00 75.54%
{1170 g
O\\\\‘\ ‘J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
s  RRARERS
7.00 7.20 7.40 7.60
5000 m/z 95.10 61.45%
o 260 100
R o e e AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29422: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.4 AR ERRRR SRR
55.0 7.00 7.20 7.40 7.60
m/z 55.00  59.22%
5000
“ ‘ ‘ 152.0
0, ”H_‘H‘mWm‘mw‘H_m‘mwmwu_ R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc KTS1-GW-MH-02-8-13

ALS vial : 15 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 2 cis-3-Decene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.393 14.06 ng 1660680 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-3-Decene 140 C10H20 019398-86-8 53
2 1R,2c,3t,4t-Tetramethyl-cyclohexane 140 C10H20 1000144-07-3 47
3 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 43
4 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 053907-60-1 35
5 Cyclopropane, 1,1,2-trimethyl-3-... 140 C10H20 041977-43-9 25

Abundance Scan 749 (7.393 min): BP009065.D\data.ms (-739) (-) m/z 69.00 100.00%

69.0

e

5000
R REERRERRE
140.1 7.00 7.20 7.40 7.60 7.80
ob L] M‘M\!_“2‘95;9‘2‘(‘59"5‘3"2‘9:‘1‘ 4010 4894549  m/z 70.05 94.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20648: cis-3-Decene
55.0
5000 I L L B
140.0 7.00 7.20 7.40 7.60 7.80
m/z 55.05 88.03%
O} ’ll\l\“\‘“\“‘\i\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
R RS RRERRE
7.00 7.20 7.40 7.60 7.80
5000 m/z 41.00 57.63%
140.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20705: 2-Octene, 2,6-dimethyl- Rmaas A R E R
69.0 7.00 7.20 7.40 7.60 7.80
m/z 83.05 54.14%
5000
” ’ | 140.0
o e s n e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc : KTS1-GW-MH-02-8-13

ALS vial : 15 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 1,1,3,3,5-Pentamethylcycloh... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.634 10.20 ng 1204710 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,3,3,5-Pentamethylcyclohexane 154 C11H22 070810-19-4 72
2 Oxalic acid, decyl 1-menthyl ester 368 C22H4004 1000314-97-8 72
3 3-Methyl-2-butenoic acid, 3-chlo... 174 C8H11Cl02 1000299-31-8 59
4 Oxalic acid, dodecyl 1-menthyl e... 396 C24H4404 1000314-98-0 50
5 Cyclohexanol, 5-methyl-2-(1-meth... 358 C20H3803S 026510-92-9 50

Abundance Scan 790 (7.634 min): BP009065.D\data.ms (-782) (-) m/z 83.05 100.00%

83.0

%

5000
A RARRmEEaY
M 7.40 7.60 7.80 8.00
Ol bilhy 1P4.1220.22819 354.74161 485.3549. /7 139 05  72.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31464: 1,1,3,3,5-Pentamethylcyclohexane
83.0
5000
7.40 7.60 7.80 8.00
m/z 69.00 67.95%
Ol‘-\S\P‘\”\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
e RmamERE RS
7.40 7.60 7.80 8.00
5000 m/z 81.00 44.46%
0 185.0
e T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #49442: 3-Methyl-2-butenoic acid, 3-chloroprop-2-enyl es AR R R R R
83.0 7.40 7.60 7.80 8.00

m/z 55.00 42.69%

5000

5

| \ .J’ |

Y RS RNRRRRERTNRS T
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc : KTS1-GW-MH-02-8-13

ALS vial : 15 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 unknown7.728 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.728 17.59 ng 2078310 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-01, 1,7,7... 154 C1@H180 000464-45-9 38
2 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 38
3 2-Furancarboxamide, N-ethyl- 139 C7H9NO2 1000407-23-8 35
4 Cyclopentanecarboxylic acid, 3-m... 278 C18H3002 1000152-25-8 27
5 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H14 1000150-99-3 27

Abundance Scan 806 (7.728 min): BP009065.D\data.ms (-800) (-) m/z 95.10 100.00%

95.1

5000

=

\ A 7.40 7.60 7.80 8.00
N

3J)m 1531 2680 3558 42884941 .11 69 00  87.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31308: Bicyclo[2.2.1]heptan-2-ol, 1,7,7-trimethyl-, (1S-e

o

=

95.0
5000 L R R B B B IR |
7.40 7.60 7.80 8.00
m/z 83.10 64.73%
27. ‘
O‘\\H\ﬁ““\“\“\m\“‘\\\%\‘4\.-\0\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
R AaEa R
7.40 7.60 7.80 8.00
5000 ITI/Z 81.00 54.64%
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20483: 2-Furancarboxamide, N-ethyl- R RARREEEE R
95.0 7.40 7.60 7.80 8.00
m/z 55.00 54.61%
b WW
0‘%%ﬁ‘hu‘MNu‘u‘,H‘W‘H‘_“W‘H‘M“W‘H‘_‘H“ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc : KTS1-GW-MH-02-8-13

ALS vial : 15 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 1,4-Pentadiene, 2,3,3-trime... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.975 14.72 ng 1738720 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 76
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 64
3 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 59
4 1,4-Hexadiene, 2,3-dimethyl- 110 C8H14 018669-52-8 53
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 53
Abundance Scan 848 (7.975 min): BP009065.D\data.ms (-844) (-) m/z 95.10 100.00%
95.1

3

5000
R mma R
M ‘ ‘ 7.60 7.80 8.00 8.20
o1 369Ll)| 1681 2669 340.9 4351 549 ., g1 g5 54.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6790: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
5000 L L LRI B BN B
27. 7.60 7.80 8.00 8.20
m/z 67.00 20.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
95.0
T
7.60 7.80 8.00 8.20
5000 m/z 110.10 20.42%
27.0
0 e T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6743: 5,5-Dimethyl-1,3-hexadiene R RARRREE
95.0 7.60 7.80 8.00 8.20
m/z 41.00 15.24%
5000

¥

. G

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc KTS1-GW-MH-02-8-13

ALS vial : 15 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 Cyclohexane, 1,2-diethyl-3-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.040 6.01 ng 710169 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-diethyl-3-methyl- 154 C11H22 061141-80-8 58
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 58
3 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 53

4 Cyclohexane, 2,4-diethyl-1-methyl- 154 C11H22 061142-70-9 53
5 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1000499-04-5 50

Abundance Scan 859 (8.040 min): BP009065.D\data.ms (-855) (-) m/z 69.00 100.00%

69.0

%

5000
R E e RARA R
M J Hl 7.80 8.00 8.20 8.40
ol LLlAIT[1 207.0 2809 35494132 490.3548: 1/, 55.00 56.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31470: Cyclohexane, 1,2-diethyl-3-methyl-
69.0
5000 UL B L I AN B
7.80 8.00 8.20 8.40
m/z 125.10 53.74%
\‘ 154.0
O‘\\u\‘\‘\‘\‘\\“‘\‘\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
N REma e RARR R
7.80 8.00 8.20 8.40
5000 m/z 83.00 45.69%
0 140.0
[ T e
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 R R RN
69.0 7.80 8.00 8.20 8.40

m/z 41.00 36.01%

5000

%

137.0 5050 314.0

JINE:

o_m_ b e S e T e S
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP@@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01

Misc

ALS vial : 15 Sample Multiplier: 1

KTS1-GW-MH-02-8-13

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

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

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 unknown8.087 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
8.087 9.43 ng 1114040  1,4-Dichlorobenzene-d4 7.805
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[3.1.1]heptan-2-one, 3,6,... 152 C1@H160 016022-08-5 42

2 1,6-Heptadiene, 2,5,5-trimethyl- 138 C10H18 062238-28-2 41
3 Neopentylidenecyclohexane 152 C11H20 039546-80-0 30
4 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H160 025183-82-8 25
5 7-Butyl-3,4,5,6(2H)-tetrahydroaz... 153 C10H19N 003338-06-5 18
Abundance Scan 867 (8.087 min): BP009065.D\data.ms (-862) (-) m/z 95.10 100.00%
95.1
SRR R RRREE R
1 L 1 7.80 8.00 8.20 8.40
ol 3G TPr72112 2810 355.1 4291 5186 .5 111,16  97.08%

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

Abundance  #29296: Bicyclo[3.1.1]heptan-2-one, 3,6,6-trimethyl-
83.0

=

5000 L B L B L LR B
7.80 8.00 8.20 8.40
152.0 m/z 69.00 85.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
41.0
A mamn s R
7.80 8.00 8.20 8.40
5000 m/z 55.00 73.86%
123.0
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29491: Neopentylidenecyclohexane e ERRamEESS R
69.0 7.80 8.00 8.20 8.40
m/z 139.05 68.61%
) | M
ok Ll
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc KTS1-GW-MH-02-8-13

ALS vial : 15 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 Pulegone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.175 6.40 ng 756215 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pulegone 152 C10H160 000089-82-7 53
2 Cyclohexene, 3-pentyl- 152 C11H20 015232-92-5 38
3 Cyclohexane, ethenyl- 110 C8H14 000695-12-5 35
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 30
5 5-Eicosyne 278 C20H38 074685-31-7 27
Abundance Scan 882 (8.175 min): BP009065.D\data.ms (-877) (-) m/z 81.00 100.00%
81.0
189.1 SRS
H \ 7.80 8.00 8.20 8.40
o_m_“ ULLL] 220928093410 4290 8395 ., 95 05  64.44%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #29065: Pulegone
81.0 1520
5000 L L LRI B BN B
7.80 8.00 8.20 8.40
m/z 123.10 57.91%
O‘\\h\\‘}“\l\\d\L\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
81.0
e ARRaEsEE TS
7.80 8.00 8.20 8.40
5000 m/z 109.05 56.99%
152.0
01.5.0
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6707: Cyclohexane, ethenyl- R AN
81.0 7.80 8.00 8.20 8.40
m/z 67.00 43.05%
w MM/WW
ol
o_ﬂ_ﬁWm_m‘HH‘w_m_m‘w‘w‘ww  E

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40

8270E-BP020722.M Wed Feb 09 18:06:23 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc : KTS1-GW-MH-02-8-13

ALS vial : 15 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 unknown8.569 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.569  20.31 ng 2398940 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-4-methyl-2-... 154 C10H180 016409-43-1 38
2 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-04-0 38
3 (1,2,4-Trimethylcyclohexyl)metha... 156 C10H200 1000499-03-9 38

4 1-Isopropyl-1,4,5-trimethylcyclo... 168 C12H24 219783-06-9 37
5 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 37

Abundance Scan 949 (8.569 min): BP009065.D\data.ms (-940) (-) m/z 69.05 100.00%

69.0

5000

:

R S
H |P53.1 8.20 8.40 8.60 8.80
L L 267.0 355.1 429.1 537.5 m/z 95.10  50.35%

‘\\\\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31295: 2H-Pyran, tetrahydro-4-methyl-2-(2-methyl-1-prd
69.0 139.0

o

£

5000 L L N BN LN R B
8.20 8.40 8.60 8.80
m/z 55.00 42.66%
OIHMML ‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
o REEAREA T
8.20 8.40 8.60 8.80
5000 m/z 83.00 42.22%
o 127.0 M
e e R B e B o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #33007: (1,2,4-Trimethylcyclohexyl)methanol (isomer 2) AR REEEEEEREEEEE
69.0 8.20 8.40 8.60 8.80

m/z 41.00 37.29%

5000

%

ol s M 1, 2870

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 08

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
BP009065.D

Feb 2022 18:51

: CG/JU
: N1399-01

. 15

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

KTS1-GW-MH-02-8-13

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

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 10 unknown8.681 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
8.681 13.59 ng 1605430 1,4-Dichlorobenzene-d4 7.805
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octene, 2,3,6-trimethyl- 154 C11H22 063830-65-9 43
2 Cyclopentane, 1-butyl-2-ethyl- 154 C11H22 ©72993-32-9 43
3 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-32-8 43
4 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-30-6 43
5 (2,4-Dimethylcyclohexyl)methanol... 142 C9H180 1000499-02-8 40
Abundance Scan 968 (8.681 min): BP009065.D\data.ms (-962) (-) m/z 69.00 100.00%
69.0
5000 WM/\/\/\
R R RRRRRE
ﬁﬂ 1 8.40 8.60 8.80 9.00
o)l 205.8267.1 34214084 47455326 1/, g1.05 49.74%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31453: 4-Octene, 2,3,6-trimethyl-
69.0
5000 L L B L BN LR
8.40 8.60 8.80 9.00
m/z 55.00 44.78%
‘ 154.0
O\\“\‘\“H\‘\‘“\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
R R RRRRRE
8.40 8.60 8.80 9.00
5000 m/z 95.05 36.11%
126.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #20780: Cyclohexane, 1-ethyl-1,4-dimethyl-, trans- T mmm A RRR
69.0 8.40 8.60 8.80 9.00
m/z 41.10 32.12%
5000 M
oH”‘UM‘ M!m‘HH‘m‘_‘H‘mWm_m_m_m_ R .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc KTS1-GW-MH-02-8-13

ALS vial : 15 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 11 4-Isopropyl-1,3-cyclohexane... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.869 15.71 ng 1855740  1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Isopropyl-1,3-cyclohexanedione 154 CSH1402 062831-62-3 64
2 Cyclohexane, 1,1-dimethyl-2-propyl- 154 C11H22 081983-71-3 49
3 4-Decene, 3-methyl-, (E)- 154 C11H22 062338-47-0 46
4 5-Undecene, (E)- 154 C11H22 000764-97-6 43
5 Cyclohexane, (1-ethylpropyl)- 154 C11H22 026321-98-2 42
Abundance Scan 1000 (8.869 min): BP009065.D\data.ms (-994) (-) m/z 69.00 100.00%
69.0
5000
AR
H ’ ‘ “ \154-2 ) 8.60 8.80 9.00 9.20
ol A1), 2138 2810 356.0416.7 485.0543.2 ./, 5519 71.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32155: 4-Isopropyl-1,3-cyclohexanedione
69.0
5000 UL L B I B A BN
8.60 8.80 9.00 9.20
‘ 154.0 m/z 83.10 61.36%
O\\\l“ll‘\Jm\‘\‘“‘l\‘\‘\‘\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
AR
8.60 8.80 9.00 9.20
5000 m/z 41.10 53.06%
139.0
R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31437: 4-Decene, 3-methyl-, (E)- AR
55.0 8.60 8.80 9.00 9.20
m/z 123.10  51.53%
5000
| !J‘ 1540
- T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc : KTS1-GW-MH-02-8-13

ALS vial : 15 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 12 Adamantane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.169 21.58 ng 2549540  1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane 136 C1OH16 000281-23-2 53
2 2,5-Dimethyl-1-pyrroline 97 C6H11IN 000822-64-0 35
3 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 27
4 6-Methyl-1,5-diazabicyclo[3.1.0]... 98 C5H10N2 100463-00-1 27
5 2-Butenoic acid, 2-methyl-, 3-me... 168 C10H1602 083783-86-2 14
Abundance Scan 1051 (9.169 min): BP009065.D\data.ms (-1045) (-) m/z 69.10 100.00%
69.1 136.1
5000
T
“M$ 8.80 9.00 9.20 9.40
ob LML, 2030 2810 354.7 4292 5285 .., 5519 95.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18012: Adamantane
136.0
5000 L L N B LN R B
79. 8.80 9.00 9.20 9.40
m/z 136.05  95.74%
0\\\\‘“\‘L')\'"L\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
97.0
R R R
8.80 9.00 9.20 9.40
5000 m/z 97.10 81.77%
o b e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl- e ARmEES S
97.0 8.80 9.00 9.20 9.40
m/z 79.00 59.90%
5000
OH‘M‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc : KTS1-GW-MH-02-8-13

ALS vial : 15 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 unknown9.281 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.281 12.87 ng 1378120  Naphthalene-d8 10.610

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Chloro-1-decanol, TMS derivative 264 C13H29Cl0Si 034714-01-7 27
2 2,2-Dicyclohexylbutane 222 C16H30 054890-02-7 27
3 1-(Cyclopropylcarbonyl)-3-piperi... 210 C11H18N202 1457693-07-0 22
4 2-Isopropyl-5-methylcyclohexylme... 170 C11H220 1000223-18-0 22
5 Benzene, 2-chloro-1,4-bis(cycloh... 364 C20H25C104 294874-04-7 22

Abundance Scan 1070 (9.281 min): BP009065.D\data.ms (-1065) (-) m/z 83.00 100.00%

83.0
5000 153.1 W
e RARRaEESE T
H‘ “ ’ 9.00 9.20 9.40 9.60
ol mw‘ Mg, 2530 8269 4167 8314 /7 s5.e0  74.34%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #152685: 10-Chloro-1-decanol, TMS derivative
83.0
5000 L L B L BN LR
9.00 9.20 9.40 9.60
m/z 69.10 63.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
e RARRaEESE T
9.00 9.20 9.40 9.60
5000 m/z 97.10 63.21%
o 193.0 WMMN
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87005: 1- (Cyclopropylcarbonyl) -3-piperidinamine, N-ace T T T
83.0 151.0 9.00 9.20 9.40 9.60
m/z 95.10 50.62%
5000 W
0159\HAJ T e R .
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\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc KTS1-GW-MH-02-8-13

ALS vial : 15 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 Cyclohexanone, 2-methyl-5-(... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.340 9.99 ng 1068990  Naphthalene-d8 10.610

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 007764-50-3 68
2 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C1@H160 004176-01-6 49
3 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 49
4 2-Dodecyne 166 C12H22 000629-49-2 43
5 Bicyclo[2.2.1]heptane, 2-butyl- 152 C11H20 061177-16-0 43

Abundance Scan 1080 (9.340 min): BP009065.D\data.ms (-1076) (-) m/z 95.10 100.00%
95

5000

%

N —

LL . 9.00 9.20 9.40 9.60
0, 38QULLL P81 22102811 3549 4262 5028 /7 199.10  92.400
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #29298: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-
95.0

%

5000 L B B L B
9.00 9.20 9.40 9.60
m/z 81.10 52.65%
0l \\1\5 0
O‘\\‘\\“l\‘l\‘\l‘\\i\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
81.0 152.0
R R
9.00 9.20 9.40 9.60
5000 m/z 67.00 46.13%
15.0
o

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

Abundance #29431: Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [1R .
152.0 9.00 9.20 9.40 9.60

m/z 82.10 41.10%

N

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\BP020822\

Data File : BP@@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc KTS1-GW-MH-02-8-13

ALS vial : 15 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 : 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 6-(1-Adamantylamino)-2,4,5-... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.475 25.67 ng 2747850  Naphthalene-d8 10.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 6-(1-Adamantylamino)-2,4,5-trich... 355 C16H16C13N3 339165-88-7 72
2 Propan-1-one, 1-(1-adamantanyl)-... 249 C14H19NOS 313231-18-4 72
3 1-Adamantanecarboxylic acid chlo... 198 C11H15C10 002094-72-6 72
4 1-Adamantanecarboxylic acid, 2-m... 270 C18H2202 1010293-75-3 72
5 1-isocyanatocyclopropyl tricyclo... 233 C14H19NO2 1000396-40-9 72

Abundance Scan 1103 (9.475 min): BP009065.D\data.ms (-1098) (-) m/z 135.05 100.00%
135.1
PO S R T
7 (% 9.20 9.40 9.60 9.80
obrtpubd L L} 2071 28163304 43745033  n/z 93.00  26.75%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #264410: 6-(1-Adamantylamino)-2,4,5-trichloronicotinonit
135.0
5000 LN L B BN R
9.20 9.40 9.60 9.80
41.0 m/z 79.00 17.28%
\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
135.0
R RS RRRRRE
9.20 9.40 9.60 9.80
5000 m/z 136.05 10.94%
41.0
UM . - s
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #73351: 1-Adamantanecarboxylic acid chloride R ARREE TR
135.0 9.20 9.40 9.60 9.80
m/z 150.05 8.85%
- ‘AJN/\JKJ\,/\VJ\,\
67.
0 H‘vphﬁthu‘w‘H,‘H‘_‘H"H‘_“W‘H‘_“W‘H‘_ P T e T AT
m/z--> 50 100 150 200 250 300 350 400 450 500 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc : KTS1-GW-MH-02-8-13

ALS vial : 15 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 Cyclohexane, 2-propyl-1,1,3... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.658 18.06 ng 1933520  Naphthalene-d8 10.610

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-propyl-1,1,3-trim... 168 C12H24 081983-70-2 70
2 Cyclopropane, 1-butyl-2-pentyl-,... 168 C12H24 074663-87-9 64
3 6-Dodecene, (Z)- 168 C12H24 007206-29-3 64
4 (R)-(+)-3-Aminoquinuclidine, N-a... 168 C9H16N20 134869-61-7 46
5 1.alpha.,2.beta.,3.alpha.,4.beta... 126 C9H18 002532-67-4 43

Abundance Scan 1134 (9.658 min): BP009065.D\data.ms (-1129) (-) m/z 69.10 100.00%

69.1
5000
149.1

i M 1 95 10,00
A ““““‘2“2‘1‘0‘2‘%1‘3“‘199‘“\4‘3‘1‘3‘4‘?9\15‘4% m/z 55.00  70.14%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43601: Cyclohexane, 2-propyl-1,1,3-trimethyl-
69.0

5000 — e
9.50 10.00

m/z 109.10 60.09%

168.0
\H“ !‘j"‘”““\“‘M‘w‘Hw‘Hw”H\HH\HHWHWHM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0

T
9.50 10.00

o

5000 m/z 70.10 54.29%
168.0
O T P e T T T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43494: 6-Dodecene, (2)- — T
55.0 9.50 10.00

m/z 41.10 51.40%

5000 WM
168 0

‘ JH‘“

o"H‘,‘H‘_H‘_Hw‘Hw‘HwHH_m‘wwww — —
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\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc KTS1-GW-MH-02-8-13

ALS vial : 15 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 cis-Decalin, 2-syn-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.787 32.56 ng 3486120 Naphthalene-d8 10.610

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 76
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 72
3 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-01-6 53
4 7-Octadecyne, 2-methyl- 264 C19H36 035354-38-2 52
5 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 46

Abundance Scan 1156 (9.787 min): BP009065.D\data.ms (-1151) (-) m/z 81.10 100.00%

152.2
5000
— —
b ‘ } 9.50 10.00
o} “ 1 ‘M 221.8284.9 35504172 4993 m/z 67.00 77.71%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #29494: cis-Decalin, 2-syn-methyl-
95.0
5000 — ——
9.50 10.00
’ L m/z 152.15  75.92%
P
O‘\\H\\"\\H \“\\‘\r\':_)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
810 1520
— —
9.50 10.00
5000 m/z 95.10 75.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29429: Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [1R e —
81.0 152.0 9.50 10.00
m/z 82.10 66.19%

5000

%

L&%J‘H“AMJ

o e ML HLL b e e — —
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\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc KTS1-GW-MH-02-8-13

ALS vial : 15 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 Cyclohexene, 2-ethenyl-1,3,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.487 20.00 ng 2141140  Naphthalene-d8 10.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 80
2 2H-Inden-2-one, 1,4,5,6,7,7a-hex... 150 C10H140 054725-16-5 74
3 Naphthalene, 1,2,3,4,4a,5,6,7-oc... 150 C11H18 013943-77-6 72
4 3,9-Epoxy-p-mentha-1,8(10)-diene 150 C10H140 1000111-14-8 64
5 Phenol, 2-(1,1-dimethylethyl)- 156 C1eH140 000088-18-6 58
Abundance Scan 1275 (10.487 min): BP0O09065.D\data.ms (-1271) (| m/z 135.85 100.00%
135.1
5000 N/L
——
il o
obLuthlyll 2928 2810 3901 46085177 1/, 150.05 63.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27771: Cyclohexene, 2-ethenyl-1,3,3-trimethyl-
135.0
5000 R
41.0 10.50
‘ m/z 79.00 41.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
135.0
——
10.50
50001 39.0 m/z 93.10 25.88%
ol d A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27790: Naphthalene, 1,2,3,4,4a,5,6,7-octahydro-4a-met T
135.0 10.50
m/z 107.10  25.47%
- M
0 “U*M‘\‘H"J"'\\ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP020822\

Data File : BP@@9065.D

Acqg On : 08 Feb 2022 18:51
Operator : CG/JU

Sample : N1399-01

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

KTS1-GW-MH-02-8-13

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

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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.116  98.40 ng 10534700  Naphthalene-d8 10.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 96
2 Cyclodecane, methyl- 154 C11H22 013151-43-4 55
3 6-Tridecene, (Z)- 182 C13H26 006508-77-6 53
4 5-Dodecene, (E)- 168 C12H24 007206-16-8 50
5 6-Tridecene 182 C13H26 024949-38-0 49

Abundance Scan 1382 (11.116 min): BPO09065.D\data.ms (-1377) (- m/z 69.10 100.00%
69.1
5000 Mjbﬂ\
182.2 e e
“ ‘ ‘ 11.00 11.50
ol 4, ‘ w i e 2810 3514410.7467.95260 sz 55.18  58.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56982: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
5000 — —
11.00 11.50
‘ 182.0 m/z 56.10 47.87%
O\\‘J\ “\I\H“\“\‘“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
—— —
11.00 11.50
5000 m/z 70.10 45, 39%
126.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56963: 6-Tridecene, (2)- 7 —
55.0 11.00 11.50
m/z 57.10 42.96%
o W
0
N e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc KTS1-GW-MH-02-8-13

ALS vial : 15 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 2-Benzofuranmethanol, 2,4,5... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.822 54.73 ng 5858770  Naphthalene-d8 10.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Benzofuranmethanol, 2,4,5,6,7,... 196 C12H2002 077384-15-7 59
2 5-Amino-3-(2-thienyl)pyrazole 165 C7H7N3S 096799-03-0 43
3 1-(1-Methoxyethyl)-4-methoxymeth... 180 C11H1602 061145-46-8 38
4 2-Methyl-5-benzothiazolol 165 C8H7NOS 068867-14-1 35
5 3-Methoxy-7-methyl-7H-pirazolo[4... 165 C6H7N50 037526-58-2 35

Abundance Scan 1502 (11.822 min): BPO09065.D\data.ms (-1498) (- m/z 165.20 100.00%

165.2
95.1
5000
“ T
d‘ 11.50 12.00
ol 3710LLL L,y |1 22582848 354.8412847255309 )" 95 16 54.60%
m/z--> 0 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 — —
11.50 12.00
m/z 109.10 40.12%
O‘?\g‘v.ﬁdl‘\dl\mh‘“”\‘\M\”\‘h’\H‘\‘HH‘HH’H\\‘HH‘\H\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
165.0
“ T
11.50 12.00
5000 m/z 81.10 38.54%
28.0
104.0
O rrt i e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54734: 1-(1-Methoxyethyl)-4-methoxymethylbenzene P ——
165.0 11.50 12.00

m/z 67.10 18.41%

5000

91.0
o310, [

‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020822\
Data File : BP0@9065.D

Acqg On : 08 Feb 2022 18:51

Operator : CG/JU

Sample : N1399-01 :
Misc : KTS1-GW-MH-02-8-13

ALS Vvial : 15 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|

Bicyclo[3.1.1]h... 7.311 11.5 ng 1353370 1  7.805 2362590 20.0
cis-3-Decene 7.393 14.1 ng 1660680 1  7.805 2362590 20.0
1,1,3,3,5-Penta... 7.634 10.2 ng 1204710 1  7.805 2362590 20.0
unknown7.728 7.728 17.6 ng 2078310 1  7.805 2362590 20.0
1,4-Pentadiene,... 7.975 14.7 ng 1738720 1  7.805 2362590 20.0
Cyclohexane, 1,... 8.040 6.0 ng 710169 1 7.805 2362590 20.0
unknown8.087 8.087 9.4 ng 1114040 1  7.805 2362590 20.0
Pulegone 8.175 6.4 ng 756215 1  7.805 2362590 20.0
unknown8.569 8.569 20.3 ng 2398940 1  7.805 2362590 20.0
unknown8.681 8.681 13.6 ng 1605430 1  7.805 2362590 20.0
4-Isopropyl-1,3... 8.869 15.7 ng 1855740 1  7.805 2362590 20.0
Adamantane 9.169 21.6 ng 2549540 1  7.805 2362590 20.0
unknown9.281 9.281 12.9 ng 1378120 2 10.610 2141140 20.0
Cyclohexanone, ... 9.340 10.0 ng 1068990 2 10.610 2141140 20.0
6-(1-Adamantyla... 9.475 25.7 ng 2747850 2 10.610 2141140 20.0
Cyclohexane, 2-... 9.658 18.1 ng 1933520 2 10.610 2141140 20.0
cis-Decalin, 2-... 9.787 32.6 ng 3486120 2 10.610 2141140 20.0
Cyclohexene, 2-... 10.487 20.0 ng 2141140 2 10.610 2141140 20.0
Cyclohexane, 2-... 11.116 98.4 ng 10534700 2 10.610 2141140 20.0
2-Benzofuranmet... 11.822 54.7 ng 5858770 2 10.610 2141140 20.0
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