LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acqg On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc :

ALS Vvial : 16 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-BP012323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13585.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.223 3 6 12 rVB 6868235 7787009 20.59% 2.554%
2 3.528 53 58 65 rvB 496439 619210 1.64% 0.203%
3 5.217 336 345 351 rBV 1183192 1635110 4.32% ©.536%
4 5.687 419 425 433 rVV 3950936 5689512 15.05% 1.866%
5 7.299 691 699 708 rVB 19576429 37814748 100.00% 12.402%
6 7.769 766 779 782 rVW 395929 788084 2.08%  0.258%
7 7.799 782 784 793 rVB 408792 572676 1.51% ©.188%
8 8.087 821 833 837 rBV4 194027 524499 1.39% 0.172%
9 8.158 837 845 852 rVV 1386889 2428071 6.42% 0.796%
106 8.393 880 885 891 rBV 2564731 4169243 11.03% 1.367%
11 8.446 891 894 903 rVB6 201147 435454  1.15% 0.143%
12 8.728 937 942 950 rVB3 512965 1091142 2.89% 0.358%
13 8.805 950 955 957 rBV2 236989 387422 1.02% 0.127%
14 8.846 957 962 968 rVB2 777866 1346728 3.56% 0.442%
15 8.940 968 978 980 rBV8 336144 918631 2.43% 0.301%
16 8.993 980 987 992 rVWW 6966864 11445122 30.27% 3.754%
17 9.052 992 997 1005 rVB5 360206 791461 2.09% 0.260%
18 9.275 1023 1035 1039 rBV3 1072574 3014724 7.97% ©.989%
19 9.334 1039 1045 1050 rVV 4331324 7618570 20.15% 2.499%
20 9.393 1051 1055 1059 rvv2 1158724 1915425 5.07% ©.628%
21  9.434 1059 1062 1067 rVB4 501395 853119 2.26% 0.280%
22 9.528 1074 1078 1086 rVvB4 537857 1168305 3.09% 0.383%
23 9.605 1086 1091 1092 rBV2 293645 408946 1.08% 0.134%
24  9.640 1093 1097 1104 rVB4 664412 1364734 3.61% ©0.448%
25 9.710 1104 1109 1113 rBV4 398950 863580 2.28% 0.283%
26 9.810 1121 1126 1130 rBV4 360610 600943 1.59% 0.197%
27 9.863 1130 1135 1139 rBV3 500678 893715 2.36% ©0.293%
28 9.905 1139 1142 1145 rBV2 330752 427448 1.13%  0.140%
29 10.063 1159 1169 1174 rBV3 783621 2198694 5.81% 0.721%
30 10.163 1181 1186 1193 rBv4 871732 2278722 6.03% 0.747%
31 10.234 1194 1198 1200 rBV3 404545 646386 1.71% 0.212%
32 10.952 1316 1320 1324 rBV2 2028194 3789309 10.02% 1.243%
33 10.999 1324 1328 1336 rVB3 2222670 4713314 12.46% 1.546%
34 11.146 1349 1353 1357 rVB2 1843681 2740501 7.25% ©.899%
35 11.205 1359 1363 1367 rBV3 936649 1658439 4.39% 0.544%

36 11.487 1406 1411 1417 rVB3 2925611 5046579 13.35% 1.655%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acqg On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc :

ALS Vvial : 16 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-BP012323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.657 1437 1440 1444 rBv4 1188055 2311777 6.11% ©.758%
38 11.757 1452 1457 1462 rBV5 1429319 3310451 8.75% 1.086%
39 11.922 1479 1485 1490 rVB6 1969739 5007587 13.24% 1.642%
40 11.975 1490 1494 1496 rBV2 1241467 1700069 4.50% 0.558%
41 12.010 1497 1500 1502 rVV 1649489 2264433 5.99% 0.743%
42 12.046 1502 1506 1510 rVV2 5112281 8563495 22.65% 2.809%
43 12.093 1510 1514 1520 rVB3 3181195 5981000 15.82% 1.962%
44 12.181 1524 1529 1535 rVB 3943157 7023348 18.57% 2.303%
45 12.269 1540 1544 1548 rBV2 2907463 4382260 11.59% 1.437%
46 12.575 1591 1596 1609 rVB2 7224397 19046164 50.37% 6.246%
47 12.716 1615 1620 1630 rBV5 3806395 9993930 26.43% 3.278%
48 12.804 1631 1635 1639 rBV 2084814 3760591 9.94%  1.233%
49 13.028 1669 1673 1678 rVB3 2599750 4382801 11.59% 1.437%
50 13.257 1708 1712 1717 rVB2 4177960 6224781 16.46% 2.042%
51 13.428 1736 1741 1747 rVB2 8780161 15910759 42.08% 5.218%
52 13.599 1766 1770 1773 rBV 5802233 9617161 25.43% 3.154%
53 14.234 1874 1878 1883 rBV2 9746150 17342163 45.86% 5.688%
54 14.551 1928 1932 1938 rBV5 4043714 9784879 25.88%  3.209%
55 14.640 1943 1947 1952 rVB 9371885 15463253 40.89% 5.071%

56 19.822 2824 2828 2836 rVB3 6385663 11529483 30.49% 3.781%
57 20.086 2870 2873 2877 rVB 10233195 12184610 32.22% 3.996%
58 21.628 3131 3135 3140 rVB 2733776 4000747 10.58% 1.312%
59 24.210 3566 3574 3590 rVB 1940487 4478971 11.84% 1.469%

Sum of corrected areas: 304910288
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Data Path :
Data File :
: 24 Jan 2023 23:18
: CG/JU

: 01190-12

Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
BP013585.D

: 16  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP013585.D\data.ms
2e+07 7.299
1.5e+07
1le+07
023 8.993
5000000 5.687
8.393
5217 8.158
3.528 mmg&zgﬁyéé?
0%\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\’T‘/\‘\\\\ﬁ/{\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP013585.D\data.ms
20.086
14.234 19.822
14.640
2e+07
|
899 14.551
1.5e+07
12575 1305
1le+07 T
12,0460 60 117 464028
12,0 {\ﬂ/”
5000000
r¥FT—F T
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 TIC: BP013585.D\data.ms
2e+07
1.5e+07
1le+07
21.628
5000000
24.210
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

. 24

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
BP013585.D

Jan 2023 23:18

: CG/JU
: 01190-12

. 16

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.223 64.14 ng 7787010  1,4-Dichlorobenzene-d4 8.158
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance Scan 6 (3.223 min): BP013585.D\data.ms (-3) (-) m/z 73.05 100.00%
5000
R REmE R
‘ ‘ 3.303.403.50 3.60
ob MLl 146920612639 3611417048145411 1" 4310 34.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 U L I R B R
3.303.403.50 3.60
‘ m/z 55.10 26.65%
OA!J[H\“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
ST
3.303.403.503.60
5000 m/z 87.10 26.21%
o‘““ﬂl,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R AR RRRRS
73.0 3.303.403.50 3.60
m/z 41.10 11.24%
5000
0‘%Jﬁ‘H‘H‘w‘H‘_‘H‘H“_‘H‘H‘W‘H‘_‘H,H‘w\ PO
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.217 13.47 ng 1635110 1,4-Dichlorobenzene-d4 8.158

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 345 (5.217 min): BP013585.D\data.ms (-336) (-) m/z 43.00 100.00%
5000
101.0 T T T T

4.80 5.00 5.20 5.40 5.60
Lo 207.1 283.0341.1401.5461.4520.1

Ol 2 3 283,030 L A0 o s A L m/z 59.80  57.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [TT T T[T T T T[T T T[T T T

4.80 5.00 5.20 5.40 5.60
m/z 101.00 20.61%

101.0

‘n‘\ A
L

O‘ ’\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
R RRRERRE L
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 18.54%
126.0
Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate T
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.65%
5000
ol e e e e e e R S BNRREERRS

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 Benzenemethanol, .alpha.-me... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.846 11.09 ng 1346730  1,4-Dichlorobenzene-d4 8.158

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenemethanol, .alpha.-methyl- 122 C8H1e0 000098-85-1 94
2 Benzenemethanol, .alpha.-methyl-... 122 C8H100 001517-69-7 94
3 Benzenemethanol, .alpha.-methyl-... 122 C8H100 001445-91-6 91
4 Benzenepropanenitrile, .beta.-hy... 147 C9H9INO 017190-29-3 72
5 S-(-)-1-Phenylpropanol 136 C9H120 000613-87-6 72
Abundance Scan 962 (8.846 min): BP013585.D\data.ms (-957) (-) m/z 107.00 100.00%
107.0
5000

R EEEEEEERELE SRR

43‘”0 ‘ 8.60 8.80 9.00 9.20
bl ik 2069 280.9340.9400.1 5101 sz 79.e5  97.26%

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

Abundance #11389: Benzenemethanol, .alpha.-methyl-

107.0
5000 \\\\‘\\\\J\ﬁ\\\\‘\\\
8.60 8.80 9.00 9.20
43.0 ‘ m/z 77.00  57.99%
O‘\\l1¥"“\l\l W‘ﬂl\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #11401: Benzenemethanol, .alpha.-methyl-, (R)-
79.0

S

8.60 8.80 9.00 9.20
5000 m/z 122.05 24.88%

M) 219.0

‘\\\\’\\ \“1\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #11402: Benzenemethanol, .alpha.-methyl-, (S)- T T T
107.0 8.60 8.80 9.00 9.20

m/z 51.00 23.71%

o

—

5000
43.0

S

o'“,{"hl J‘,, BRSNS H S ——
miz-> 0 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\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 Cyclohexane, 1,1,3,5-tetram... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.275 24.83 ng 3014720 1,4-Dichlorobenzene-d4 8.158

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 50
2 Cyclohexanecarboxylic acid, 4-pr... 271 C17H21NO2 062439-33-2 50
3 (1,2,4-Trimethylcyclohexyl)metha... 156 C10H200 1000499-03-8 50
4 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 50
5 (1,2,4-Trimethylcyclohexyl)metha... 156 C10H200 1000499-04-1 50

Abundance Scan 1035 (9.275 min): BP013585.D\data.ms (-1023) (-) m/z 69.10 100.00%
69.1

5000

3

N
m w 4.0 9.00 9.20 9.40 9.60
oAbl 1918 2951 395845565202 ./, 55,19  67.18%

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

Abundance #20770: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
125.0

o

£

41.0

5000 RS S
9.00 9.20 9.40 9.60
H \ 1

m/z 125.10  61.34%
i
[T L B L L L L L B L LN DL L R

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

Abundance #162347: Cyclohexanecarboxylic acid, 4-propyl-, 4-cyana
69.0

o

=

153.0 9.00 9.20 9.40 9.60 ]
5000 m/z 83.10 42.97%

u \L J‘! I

1 271.0

i
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
(1,2

Abundance #33006: (1,2,4-Trimethylcyclohexyl)methanol (isomer 1) R R EREEEEE
69.0 9.00 9.20 9.40 9.60

m/z 119.05  37.83%

o

=

5000

=

L 27.0
OWM,J" !

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\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 Carbonic acid, prop-1l-en-2-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.393 15.78 ng 1915430 1,4-Dichlorobenzene-d4 8.158

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 90
2 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 90
3 Decane 142 C10H22 000124-18-5 86
4 Undecane 156 C11H24 001120-21-4 81
5 Hexadecane 226 CleH34 000544-76-3 80

Abundance Scan 1055 (9.393 min): BP013585.D\data.ms (-1051) (-) m/z 57.10 100.00%
57.1

5000

-

T
‘ J ‘ 156.2 9.00 9.20 9.40 9.60 9.80
AL, 790222092836 3550 4378 5401 nm/z 43.10  82.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0

o

=

5000 T
9.00 9.20 9.40 9.60 9.80

m/z 71.10 43.67%

Ju |]F?5D 196.0

R H\‘HH‘H\\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester

o

e

57.0
R R A RERRE
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.10 36.34%
oplligzso om0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22068: Decane R R A
43.0 9.00 9.20 9.40 9.60 9.80
m/z 85.10 28.72%
5000
e
O] S S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60 9.80
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Z:
BP013585.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP012423\

: 24 Jan 2023 23:18
: CG/JU
: 01190-12

: 16  Sample Multiplier: 1

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M

: 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 6 Undecane, 2,6-dimethyl- Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
11.146 11.63 ng 2740500 Naphthalene-d8 10.993
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
2 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 90
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 87
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 78
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72

Abundance Scan 1353 (11.146 min): BP013585.D\data.ms (-1349) (- m/z 57.10 100.00%
7.1

5
5000

— —
11.00 11.50

‘ | 441.1 207.0 281.9340.8 431.3493.6

Ot b P T T e T e T m/z 71.10 47.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 — —
11.00 11.50
‘ m/z 43.10 46.83%
41.0
O\\J‘\‘\“\J\\‘\J“\“]\-\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

57.0 JU\M/\/\/W\J

Abundance #59062: Undecane, 3,5-dimethyl-
P e
11.00 11.50
5000 ITI/Z 41.10 20.34%
\‘ ‘“ 155.0
o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59063: Undecane, 4,6-dimethyl- —— ——
57.0 11.00 11.50

m/z 85.10  16.45%

5000 v/\vaJL\jJ\/\JﬂAAJXJ
|

|| 1410

o H A e e e e e e : —
miz--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

8270E-BP012323.M Wed Jan 25 14:36:02 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.487 21.41 ng 5046580  Naphthalene-d8 10.993
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 94
2 6-Tridecene, (Z)- 182 C13H26 006508-77-6 90
3 Cyclopentane, butyl- 126 C9H18 002040-95-1 64
4 5-Dodecene, (E)- 168 C12H24 007206-16-8 58
5 1.alpha.,2.beta.,3.alpha.,4.beta... 126 C9H18 002532-67-4 58
Abundance Scan 1411 (11.487 min): BP013585.D\data.ms (-1406) (- m/z 69.10 100.00%
69.1
5000 m
——
NN 1\8{22 280.9340.9 429.3 493.5 1150
R R m/z 55.10 76.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56979: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
5000 R
11.50
‘ 182.0 m/z 56.10  64.96%
O‘\H‘\’\‘J”\N\d"\“\m\‘\LH“\‘HH‘HH‘\H\|HH|\H\|HH|HH|\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56961: 6-Tridecene, (Z)-
55.0
——
11.50
5000 m/z 57.10 63.81%
182.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13197: Cyclopentane, butyl- —
41.0 11.50
m/z 41.10 51.57%
‘ 126.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

8270E-BP012323.M Wed Jan 25 14:36:03 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 unknownll.757 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.757 14.05 ng 3310450 Naphthalene-d8 10.993
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 25
2 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 25
3 (4R*,5R*,9S*)-5,9-Dimethylspiro[... 166 C11H180 063088-19-7 25
4 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 22
5 Nonadecane 268 C19H40 000629-92-5 18

Abundance Scan 1457 (11.757 min): BP013585.D\data.ms (-1452) (- m/z 57.10 100.00%

57.1
165.2
5000

H M \ \ 11.50 12.00
A L | 222.1280.9339.2.401.0 5055 ./, 7110 93.40%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0

5000 — —
11.50 12.00

m/z 165.20 80.61%

0 } IJF‘F?'."B?-O,ZSZ-O325-0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248885: Carbonic acid, octadecyl vinyl ester
57.0

e —
11.50 12.00

5000 m/z 43.10 73.62%
) |

LSS son0es20 MW
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #41452: (4R*,5R*,9S*)-5,9-Dimethylspiro[3.5]nonan-1-on
95.

o

o

7 T
0 11.50 12.00

m/z 95.10 67.47%

5000
166.0
|

\HM\‘\H

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

o
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
BP013585.D

: 24 Jan 2023 23:18
: CG/JU
: 01190-12

. 16

hod :
le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 5-Dodecene, (Z)- Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
11.922  21.25 ng 5007590  Naphthalene-d8 10.993
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Dodecene, (Z)- 168 C12H24 007206-28-2 76
2 Cyclohexane, 1,2,3-trimethyl- 126 CO9H18 001678-97-3 76
3 6-Dodecene, (E)- 168 C12H24 007206-17-9 68
4 4-Decene 140 C10H20 019689-18-0 62
5 2-Tridecene, (E)- 182 C13H26 041446-58-6 60

Abundance Scan 1485 (11.922 min): BP013585.D\data.ms (-1479) (- m/z 69.10 100.00%

69.1

2

5000
167.2
—
\|‘\ 12.00
opr bl dd 2811 3851 44515037 . 5519 71.42%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43481: 5-Dodecene, (2)-
55.0
5000 T
12.00
m/z 57.10  65.17%
L), 2ep0
O \YV\\1”!\‘1\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

3

Abundance #13242: Cyclohexane, 1,2,3-trimethyl-
55.0
—
12.00
5000 m/z 70.10 64.29%
126.0
0“M ;J‘\\,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #43495: 6-Dodecene, (E)- —
69.0 12.00
m/z 41.10 48.90%
= W‘/\W
‘ ‘ 168.0
Y 1 B —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00

8270E-BP012323.M Wed Jan 25 14:36:06 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 10 Cyclohexane, 1,1,4,4-tetram... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.046 36.34 ng 8563500  Naphthalene-d8 10.993
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 74
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 59
3 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 58
4 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 53
5 (1,2,4-Trimethylcyclohexyl)metha... 156 C10H200 1000499-04-1 53

Abundance Scan 1506 (12.046 min): BP013585.D\data.ms (-1502) (- m/z 69.10 100.00%
69.1

5000

3

—
i L4‘9.1 P
ALAJALLLL OT.0 283.1 871.4431.1489.9547. /7 155 19 73.46%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0

o

.

5000 T
12.00
m/z 83.10 59.64%

I h Jl Il 140.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #20774: Cyclohexane, 1,1,3,5-tetramethyl-, trans-

o

3

69.0
RN \
12.00
5000 m/z 55.10 50.07%
o w00 ANWJ\W\N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20750: Cyclohexane, 1,1,4,4-tetramethyl- —
69.0 12.00
m/z 57.10 37.02%
OHJ\.MO-O,, .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 unknownl2.093 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.093 25.38 ng 5981000 Naphthalene-d8 10.993
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclooctane 112 C8H16 000292-64-8 27
2 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 18
3 2-Tridecenal, (E)- 196 C13H240 007069-41-2 15
4 Cyclopentane, 1-hexyl-3-methyl- 168 C12H24 061142-68-5 11
5 (2,2,6-Trimethyl-bicyclo[4.1.0]h... 168 C11H200 078996-11-9 11
Abundance Scan 1514 (12.093 min): BP013585.D\data.ms (-1510) (- m/z 57.10 100.00%
57.1
163.1
5000
RN \
L M ‘n\‘ } 1222828103400 417.1 496.3 12.00
(o AL HU‘MH_H S P P T e m/z 55.10  78.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7498: Cyclooctane
55.0
5000 — :
12.00
m/z 163.10 70.75%
‘,H\l 0
O‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7640: 2-Pentene, 3-ethyl-2-methyl-
55.0
\
1200
5000 m/z 83.10 68.98%
o;‘lll%o MMVAWM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71621: 2-Tridecenal, (E)- — ‘
41,0 12.00
m/z 41.10 63.52%
s00 WWJ\WW
ow S—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 12 unknownl12.181 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.181 29.80 ng 7023350  Naphthalene-d8 10.993
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 38
2 Carbamic acid, (3-methylphenyl)-... 165 C9H11NO2 039076-18-1 30
3 3,4-Dimethoxymethcathinone, N-tr... 319 C14H16F3NO4 1000475-76-9 27
4 cis,cis- and cis,trans-1,9-dimet... 166 C12H22 1000111-72-5 25
5 trans,trans-1,7-Dimethylspiro[4.... 166 C12H22 1000111-72-6 20

Abundance Scan 1529 (12.181 min): BP013585.D\data.ms (-1524) (- m/z 165.20 100.00%

165.2
95.1
5000

5” 12.‘00 12.50
1!

0 “3‘L,HmJ“%‘whu\_‘1‘_‘“295"‘1‘?‘2‘2“‘8‘3“?9;‘5"4‘5‘4"4“5&9;9_ m/z 95.16  71.97%

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55015: 1,1,6,6-Tetramethylspiro[4.4]nonane

95.0

165.0
5000 — e
12.00 12.50

m/z 81.10 50.38%

‘lu \“\L ‘ TT L T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41008: Carbamic acid, (3-methylphenyl)-, methyl ester

0
165.0
—— ——
12.00 12.50
5000 m/z 109.10  49.66%

O

105.0
15.0 .
m,h\u“l_H‘_‘H_‘H_H‘_Hww_wwww
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #222944: 3,4-Dimethoxymethcathinone, N-trifluoroacetyl- —— —
165.0 12.00 12.50

m/z 67.00  26.20%

5000 M\/W

o150, 799, | 2340 3190
APV IPIEN L R —

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 13 Cyclopentane, (2-methylbutyl)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.269 18.60 ng 4382260 Naphthalene-d8 10.993
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, (2-methylbutyl)- 140 CleH20 053366-38-4 64
2 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 53
3 Cyclohexanone, 3,5-dimethyl- 126 C8H140 002320-30-1 47
4 trans-3,5-Dimethylcyclohexanone 126 C8H140 007214-49-5 47
5 3,4-Dimethyl cyclohexanone 126 C8H140 005465-09-8 43

Abundance Scan 1544 (12.269 min): BP013585.D\data.ms (-1540) (- m/z 69.10 100.00%

69.1
5000

5.1 T onn
T 196.2 12.00 12.50
AL “\ 266.6 3426 4259484.1543¢ ./, 55 19 46.00%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0

5000 — e
12.00 12.50

m/z 56.10 45.77%

U s
‘\\\\‘\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,z
69.0

T
12.00 12.50

o

o

5000 m/z 111.10 45.19%
il \12%
0 A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13082: Cyclohexanone, 3,5-dimethyl- T —
69.0 12.00 12.50

m/z 57.10 42.31%

L%’P VAJVAAAMWJMf&MVJX/ﬂ

I

o“u“‘“‘H“_"w"‘w"H,‘H‘,‘H‘,H“““w“‘w‘ — e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 1,2-Ethanediol, 1-phenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.575 80.82 ng 19046200  Naphthalene-d8 10.993
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Ethanediol, 1-phenyl- 138 C8H1002 000093-56-1 94
2 Methyl mandelate 166 C9H1003 004358-87-6 87
3 Benzeneacetic acid, .alpha.-hydr... 166 C9H1003 021210-43-5 86
4 Benzeneacetic acid, .alpha.-hydr... 166 C9H1003 020698-91-3 80
5 2-Methyl-1-phenylbut-3-en-1-0l 162 C11H140 025201-44-9 78
Abundance Scan 1596 (12.575 min): BP013585.D\data.ms (-1591) (- m/z 107.00 100.00%
107.0
12.50 |
30. 177.2 :
ol 22Pulil (72417 32693852 46095190 /7 79.05  72.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19935: 1,2-Ethanediol, 1-phenyl-
107.0
5000 — :
12.50
m/z 77.00 51.50%
390 1 |
O‘\\\\‘\\\\‘1\\1‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42081: Methyl mandelate
107.0
T \
12.50
5000 m/z 51.00 11.87%
150 166.0
O‘M%uww‘ﬂ‘H‘ﬁ‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42294: Benzeneacetic acid, .alpha.-hydroxy-, methyl est T ‘
107.0 12.50
m/z 78.00 9.30%
5000
15.0 | | 16?.0
o' ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 unknownl2.716 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.716  42.41 ng 9993930  Naphthalene-d8 10.993
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (2,4-Dimethylcyclohexyl)methanol... 142 C9H180 1000499-02-7 25
2 3,5-Dimethyl-1-adamantanol 180 C12H200 000707-37-9 14
3 Bicyclo[2.2.2]octane, 1,2,3,6-te... 166 C1l2H22 062338-45-8 14
4 Cyclopentaneethanol, .beta.,2,3-... 156 C10H200 021721-18-6 14
5 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 12
Abundance Scan 1620 (12.716 min): BP013585.D\data.ms (-1615) (- m/z 179.20 100.00%

179.2
69.1
5000

—— ——

‘ | 12.50 13.00
o ML (4 2809 354.8 429148645441 /0 69 16 63.69%

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

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

5000 — e
12.50 13.00
m/z 109.10 61.23%
O‘\\“\‘L\““\ “\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54879: 3,5-Dimethyl-1-adamantanol
109.0
e P
12.50 13.00
5000 ITI/Z 55.10 46.02%
210 180.0
O‘M‘”M S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #41588: Bicyclo[2.2.2]octane, 1,2,3,6-tetramethyl- — ——
109.0 12.50 13.00
m/z 111.10 40.97%
50001 41.0
omi“iﬁlm-0 ‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS vial : 16

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 (1,2,4-Trimethylcyclohexyl)... Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
12.804 15.96 ng 3766500 Naphthalene-ds 16.993
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 (1,2,4-Trimethylcyclohexyl)metha... 156 C10H200 1000499-04-1 72
2 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1000499-04-5 72
3 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1010499-04-6 64
4 (1,2,4-Trimethylcyclohexyl)metha... 156 C1@H200 1000499-03-8 56
5 Zinc, bis[2-(1,1-dimethylethyl)-... 314 C18H34Zn 074793-36-5 53

Abundance Scan 1635 (12.804 min): BP013585.D\data.ms (-1631) (- m/z 125.10 100.00%
125.1

5000

!
- S

H \ 12.50 13.00

Lpbil 1 2901 2811 354.0413.0472.18303 ./, 69.16  98.18%

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

Abundance #33004: (1,2,4-Trimethylcyclohexyl)methanol (isomer 4)
69.0

o

5000 — —
12.50 13.00
m/z 55.18  26.49%

N ‘ll ‘ I \l 8.0

‘\\\!‘\‘I!‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73724: (1,2,4-Trimethylcyclohexyl)methanol, acetate (is
69.0

o

“ 7
12.50 13.00
5000 m/z 83.10 25.27%

BIIE:T

‘\\\\‘\l\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73725: (1,2,4-Trimethylcyclohexyl)methanol, acetate (is — e
69.0 12.50 13.00

m/z 57.10 24.61%

o

5000

e
] e — — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.599 12.44 ng 9617160  Acenaphthene-d10 14.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 55
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 49
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 40
4 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 37
5 N-(4-Fluorophenyl)succinamic acid 211 C1@H1OFNO3 199461-14-8 37

Abundance Scan 1770 (13.599 min): BP013585.D\data.ms (-1766) (- m/z 193.20 100.00%

198.2
5000 1231
55.1

‘ W } 1350 14.00
L | 251.2  354.9412.8472.3532.1 n/z 123.10  46.84%

R aa L R a i Sohs R R R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

O

5000
55, 1350 14.00
m/z 95.10 37.24%
O‘\\\\’\‘!L\“‘Jf‘\\\\\‘1\“1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
—r —
123.0 13.50 14.00
5000 ' m/z 69.10 35.09%
42.0 ‘
0t b e e e e

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

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- — —
193.0 13.50 14.00

m/z 109.10  34.51%

5000y 55.0

L H n’! J‘% by o

\ —
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18

Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 unknownl4.551 Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
14.551 12.66 ng 9784880  Acenaphthene-d10 14.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Silane, chlorodiethyl(2-methylpe... 222
2 Decahydro-1,1,4a,5,6-pentamethyl... 208
3 Cyclohexane, (1,2-dimethylbutyl)- 168
4 Cyclopentane, 1,1,3-trimethyl- 112

CleH23Cl0Ssi
C15H28
C12H24
C8H16

1000363-79-1 45
080655-44-3 41
061142-37-8 38
004516-69-2 38

5 1-Cyclohexyl-1-(4-methylcyclohex... 208 C15H28 002027-12-5 38
Abundance Scan 1932 (14.551 min): BP013585.D\data.ms (-1928) (- m/z 69.10 100.00%
69.1
193.2
5000
I T
\‘ |’ Hnl JM ' 267.0 340.7 414.8 477.0535.1 14:50
R L B e T e e e m/z 83.10  73.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #100849: Silane, chlorodiethyl(2-methylpent-3-yloxy)-
109.0 198.0
5000 e :
14.50
m/z 109.10 72.34%
43.0 ‘ H
O\\”\‘\\L‘\\“”L‘\\\‘\‘ \\‘\‘h\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 ‘14ﬁ50‘ |
5000 ITI/Z 193.20 71.85%
55.0
ol,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43593: Cyclohexane, (1,2-dimethylbutyl)- = ‘
69.0 14.50
m/z 55.10 63.93%
5000
oL e .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18

Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 19 unknownl4.640 Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
14.640 20.00 ng 15463300 Acenaphthene-dle 14.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl. .. 208 C1SH28 080655-44-3 49

2 9-Borabicyclo[3.3.1]nonane, 9-[3... 193 C12H24BN 1010162-56-0 38
3 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 38
4 2-Anthracenamine 193 C14H11N 000613-13-8 35
5 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11IN 031603-77-7 18

Abundance Scan 1947 (14.640 min): BP013585.D\data.ms (-1943) (-] | m/z 193.20 100.00%
193.2
97.1
5000
e =
35H ‘ 14.50 15.00
oL AL Ly, |y 281.1337.83963454.4510.1 1/, 97,10  59.27%
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, 14.50 15.00
m/z 69.10 50.68%
O\\\\“\}W“L\“‘!‘\“\\‘\\\‘\\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68039: 9-Borabicyclo[3.3.1]nonane, 9-[3-(methylamino)
193.0
84.0 T ‘ T T ‘ T
14.50 15.00
5000 ITI/Z 109.10 41.87%
27-% UL
o‘JMH"!l‘mw«hm‘uhwm‘WH‘HH,‘m_m_m,mw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl- —— ——
97.0 14.50 15.00
m/z 83.10 38.23%
5000
29.
ol oo z2ee
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acq On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 Benzenemethanol, .alpha.-(b... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.822 57.64 ng 11529500  Chrysene-d12 21.628
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenemethanol, .alpha.-(bromom... 200 C8H9BroO 002425-28-7 59
2 Benzenebutanol, .alpha.-phenyl- 226 C16H180 030078-89-8 53
3 1,2-Ethanediol, 1-phenyl- 138 C8H1002 000093-56-1 43
4 Mandelamide 151 C8H9INO2 004410-31-5 43
5 Benzenemethanol, .alpha.-pentyl- 178 C12H180 004471-05-0 43
Abundance Scan 2828 (19.822 min): BP013585.D\data.ms (-2824) (- m/z 107.10 100.00%
107.1
o d“
2271
— —
‘ ‘ 19.50 20.00
ol it L1l 28633433 41224606 537.0 1/, 10410  91.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #76397: Benzenemethanol, .alpha.-(bromomethyl)-
107.0
5000 = ——
19.50 20.00
m/z 79.10  46.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107181: Benzenebutanol, .alpha.-phenyl-
104.0
— ——
19.50 20.00
5000 m/z 77.00 40.49%
208.0
28.0 }‘ |
0 FrtprtH e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19934: 1,2-Ethanediol, 1-phenyl- — ——
107.0 19.50 20.00
m/z 103.05 35.98%
5000
39. |
0 wlwh‘ﬁ‘mk‘u‘w‘u“u‘w“u‘H“_‘H“H‘_‘H“ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13585.D

Acqg On : 24 Jan 2023 23:18
Operator : CG/JU

Sample : 01190-12

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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|
Butane, 2-metho... 3.223 64.1 ng 7787010 1 8.158 2428070 20.0
2-Pentanone, 4-... 5.217 13.5 ng 1635110 1 8.158 2428070 20.0
Benzenemethanol... 8.846 11.1 ng 1346730 1 8.158 2428070 20.0
Cyclohexane, 1,.. 9.275 24.8 ng 3014720 1 8.158 2428070 20.0
Carbonic acid, ... 9.393 15.8 ng 1915430 1 8.158 2428070 20.0
Undecane, 2,6-d... 11.146 11.6 ng 2740500 2 10.993 4713310 20.0
Cyclohexane, 2-... 11.487 21.4 ng 5046580 2 10.993 4713310 20.0
unknown11.757 11.757 14.1 ng 3310450 2 10.993 4713310 20.0
5-Dodecene, (Z)- 11.922 21.3 ng 5007590 2 10.993 4713310 20.0
Cyclohexane, 1,... 12.046 36.3 ng 8563500 2 10.993 4713310 20.0
unknown12.093 12.093 25.4 ng 5981000 2 10.993 4713310 20.0
unknown12.181 12.181 29.8 ng 7023350 2 10.993 4713310 20.0
Cyclopentane, (... 12.269 18.6 ng 4382260 2 10.993 4713310 20.0
1,2-Ethanediol,... 12.575 80.8 ng 19046200 2 10.993 4713310 20.0
unknown12.716 12.716 42.4 ng 9993930 2 10.993 4713310 20.0
(1,2,4-Trimethy... 12.804 16.0 ng 3760590 2 10.993 4713310 20.0
Decahydro-1,1,4... 13.599 12.4 ng 9617160 3 14.804 15463300 20.0
unknown14.551 14.551 12.7 ng 9784880 3 14.804 15463300 20.0
unknown14.640 14.640 20.9 ng 15463300 3 14.804 15463300 20.0
Benzenemethanol... 19.822 57.6 ng 11529500 5 21.628 4000750 20.0

8270E-BP012323.M Wed Jan 25 14:36:16 2023

Pa 24



