LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

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_ G\Methods\8270-BG102422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO55332.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.315 339 345 354 rBV 77771 129554  3.22% 0.694%
2 5.797 420 427 438 rBV 540731 935847 23.25% 5.015%
3 7.419 694 703 717 rVB 564110 1001365 24.88% 5.366%
4 8.271 835 848 860 rBV 163803 293721 7.30% 1.574%
5 9.446 1040 1048 1061 rBV 359785 653500 16.24% 3.502%
6 11.103 1324 1330 1341 rVB 224953 407947 10.14% 2.186%
7 12.184 1509 1514 1520 rVB4 54263 107327 2.67% ©.575%
8 12.871 1627 1631 1636 rBV6 49452 112871 2.80% 0.605%
9 12.977 1645 1649 1653 rBV 133957 204275 5.08% 1.095%
10 13.095 1666 1669 1677 rBvVv8 63182 161159 4.00% ©0.864%

11 13.406 1718 1722 1729 rVB2 218714 311351  7.74%
12 13.512 1735 1740 1745 rVB 893646 1352692 33.61%
13 13.676 1764 1768 1776 rBV5 278079 580945 14.43%
14 14.311 1872 1876 1879 rBV 717191 1176250 29.22%
15 14.346 1879 1882 1886 rVB2 886302 1183593 29.41%

AW
Ay
=
w
R

16 14.399 1887 1891 1895 rVV3 442760 772191 19.18%
17 14.634 1926 1931 1936 rBV5 671828 1491620 37.06%
18 14.722 1942 1946 1951 rVB4 1038196 1630639 40.51%
19 23.095 3368 3371 3379 rVB 351061 590053 14.66%
20 23.635 3458 3463 3479 rVB 674844 1540019 38.26%

00 W 00N b
~N
w
(o]
R

21 32.401 4938 4955 4985 rVB2 653036 4024990 100.00% 21.568%

Sum of corrected areas: 18661909
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055332.D\data.ms
8000000
6000000
4000000

2000000

5.797 7.419 9.446

5315 | 8.271 11.103 12.184 1237

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\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 12.00 12.50
Abundance TIC: BG055332.D\data.ms

8000000
6000000

4000000

14.722

14,348 6
2000000
13.512 12 ﬁ

gég/ﬁ 676

O

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055332.D\data.ms

8000000

6000000

4000000

2000000
p3.095 23.635

i~

32.401

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.315 8.82 ng 129554  1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 345 (5.315 min): BG055332.D\data.ms (-339) (-) m/z 43.00 100.00%

43.0
59.0
5000
o 500520540560
L 83.0 S
i e m/z 59.00  62.06%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LR B R
59.0 5.00 5.20 5.40 5.60
m/z 101.00 21.45%
0 27\\\ Ll | 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e EARREEEE R
5.00 5.20 5.40 5.60
5000 2410 m/z 58.00 16.96%
Oyt 280020
m/iz--> 20 40 60 80 100 120 140
Abundance #240: Acetone P Y
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.73%
5000
15.0 58.0
ottt b e e
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 1,3,4-Trimethyladamantane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.184 5.26 ng 107327 Naphthalene-d8 11.103
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 53
2 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 50
3 9H-Purin-6-amine,N,9-dimethyl- 163 C7H9N5 002009-52-1 49
4 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO02 006588-68-7 47
5 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 42
Abundance Scan 1514 (12.184 min): BG055332.D\data.ms (-1509) (- | m/z 163.10 100.00%
168.1
5000 107.0
o s —
1811 12.00 12.50
0! m/z 107.00  49.23%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52974: 1,3,4-Trimethyladamantane
163.0
5000 A ——
107.0 12.00 12.50
55.0 g1, m/z 164.10 30.81%
0\\‘\\1“‘\“\}‘ H‘H ‘H‘ ‘H\\“\\\5\‘0\\‘\\‘!\\\“\\\\
miz--> 80 100 120 140 160 180
Abundance #66988. 1,3-Dimethyl-5-ethyladamantane
163.0 AA {R
ALETANE A
12.00 12.50
5000 107.0 m/z 41.00 28.21%
>0 790 1350 | | 1920
0 H‘H\“\‘H‘\‘\\Hi“u‘w‘w\‘l‘u‘wu‘\‘uH‘HH“‘HM‘
m/z--> 40 60 80 100 120 140 160 180
Abundance #38931: 9H-Purin-6-amine,N,9-dimethyl-
163.0 12 00 12 50
m/z 95.00 26.40%
107.0
5000 134.0
42.0 80.0
;
m/z--> 40 60 80 100 120 140 160 180 12 00 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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'-Bicyclohexyl Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.871 5.53 ng 112871 Naphthalene-d8 11.103
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 53
2 Adipic acid, di(trans-hex-3-enyl... 310 C18H3004 1000354-02-3 50
3 Cyclohexene,3-cyclohexyl- 164 C12H20 001808-09-9 50
4 2,4-Hexadiene 82 CeH1e 000592-46-1 43
5 Succinic acid, cyclohexylmethyl ... 296 C17H2804 1000391-08-5 43
Abundance Scan 1631 (12.871 min): BG055332.D\data.ms (-1627) (1 m/z 82.00 100.00%
55.0 82.0
5000
133.0
— ——
109.1 ‘ ‘ 166.1 0, 12.50 13.00
o MHwHU‘_WNMHWm_m m/z 55.00  90.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41526: 1,1'-Bicyclohexyl
82.0
5000 — ——
55.0 12.50 13.00
166.0 m/z 67.00 65.07%
ob 220 | | L 1090 1380
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #211866: Adipic acid, di(trans-hex-3-enyl) ester
82.0
— ——
12.50 13.00
5000 550 m/z 83.00 53.68%
129.0
0 2%.0\ R T | 229.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39776: Cyclohexene,3-cyclohexyl- “ ‘
55.0 82.0 12.50 13.00
m/z 41.00 50.62%
5000
164.0
27.0 " 122,
ol b et e — e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.977 10.01 ng 204275 Naphthalene-d8 11.103
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 81
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 74
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 64
Abundance Scan 1649 (12.977 min): BG055332.D\data.ms (-1645) (- | m/z 118.00 100.00%
118.0
145.0
5000
91.0 Al
51.0 177.1 13.00
0 plerdi b e m/z 145.00  81.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 R
13.00
91.0 m/z 160.05  69.34%
28.0 510
O' \\“‘\‘\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0 AA
O
13.00
5000 m/z 117.00 48.15%
117.0
91.0
ol1s 390 820 TRl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl- —
118.0 13.00
160.0 m/z 105.00 38.14%
5000
39.0 91.0
63.0
0 W#Jﬂ39r —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.406 3.82 ng 311351  Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
4 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 64
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 53
Abundance Scan 1722 (13.406 min): BG055332.D\data.ms (-1718) (- | m/z 57.00 100.00%
57.0
5000
85.1
——
113.0 1491 177.1 13.50
] S— H‘ e T LT 2061 s 71 60 83.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 T
13.50
20.0 85.0 m/z 43.00 54.18%
o HEN ‘ 1130 1550 183.0 206.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
——
13.50
5000 m/z 85.10 34.78%
85.0
29.0
ol L ‘ (1180 4410 169.0 197.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl- ——
57.0 13.50
m/z 41.00 31.91%
5000
NI B R YE-) -
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

8270-BG102422.M Wed Nov 02 11:33:54 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 unknownl3.676 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.676 7.13 ng 580945  Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 38
2 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C10H11NO3 1000387-33-4 35
3 Toxoflavin 193 C7H7N502 000084-82-2 30
4 benzoxazole, 5,6-dimethoxy-2-met... 193 C10H11NO3 1000395-98-9 27
5 9-Vinylcarbazole 193 C14H11N 001484-13-5 25
Abundance Scan 1768 (13.676 min): BG055332.D\data.ms (-1764) (- | m/z 193.10 100.00%
198.1
55.0
123.1
5000 95.0
| L 1950 1400
0 M Myl B470601 Ul Lz ss.ee  66.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe
123.0 193.0
41.0
5000 — ——
83.0 13.50 14.00

m/z 69.00 59.98%
| ‘\\ [y \‘ H M 165.0 ‘ \‘

. .l Al ) \
‘ TTTT T ’ T T ‘ TTTT ‘ TTTT ‘ TT T ‘ TTTT ‘ T T ‘ L ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67622: 2H-Spiro[1-benzofuran-3,2'-[1,3]dioxolane]-5-am

o

105.0 193.0
T 7
52.0 133.0 164.0 13.50 14.00
5000 ITI/Z 41.00 59.11%
79.0
o}
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68181: Toxoflavin 7 ——
109.0 136.0 193.0 13.50 14.00
m/z 123.10  55.84%
83.0
5000
43.0 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 1H-Indene, octahydro-2,2,4,... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.311 14.43 ng 1176250  Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 50
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 47
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 43
4 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
5 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 37

Abundance Scan 1876 (14.311 min): BG055332.D\data.ms (-1872) (- m/z 193.10 100.00%
198.1

69.0

5000 41.0
950 123.1

:

| ‘ - 14.00 14.50
‘U‘,w‘mJ\nm,mwWMH,H m/z 69.00 59.63%
miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0

s

123.0

é

41.0
5000 95.0

“ T
14.00 14.50
m/z 55.00  45.43%

H ull u“ | 152.0

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

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe

o

é

123.0 193.0
— —
410 /14.0041 00 14.54(11 067
5000 83.0 m/z . . 0
165.0 M
0,

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- — ——
193.0 14.00 14.50

m/z 83.00 43.12%

5000 55.0
109.0

é

81.0
290 ‘ ‘ ‘
1370
il gl M | A ,163.0 222.0

‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.346  14.52 ng 1183590  Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
4 Decane, 5-propyl- 184 C13H28 017312-62-8 72
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 1882 (14.346 min): BG055332.D\data.ms (-1879) (- | m/z 57.00 100.00%
57.0
— ——
99.1  159.1 14.00 14.50
ol P L Ll 22 s 71,65 94.71%
m/z--> 50 100 150 200 250 300
Abundance #74004: Tetradecane
57.0
5000 — ——
14.00 14.50
m/z 43.00 78.25%
99.0
Ol\E).\q‘\ “‘\ ‘!‘ \“‘\ ““ \“ \%4\‘]"‘(‘)\ T \1\9?.(\) LI ‘ L L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
— ——
14.00 14.50
5000 ITI/Z 85.10 47 .73%
7.0
bkl ) 210620 220 zms
miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — ——
57.0 14.00 14.50
m/z 41.00  28.06%
- M
99.0
0 ‘\\ MH\ Il \‘ | :\L4\1'0 183.0 239.0 296.0
A P P
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 3-tert-Butyl-4-hydroxyanisole Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.399 9.47 ng 772191  Acenaphthene-di10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 86
2 Benzenethiol, 4-(1,1-dimethyleth... 180 C11H16S 015570-10-2 49
3 3',5'-Dimethoxyacetophenone 180 C10H1203 039151-19-4 46
4 o-Cresol, TMS derivative 180 C1OH160Si 001009-02-5 42
5 4a,9a-Methano-9H-fluorene 180 C14H12 019540-84-2 41

Abundance Scan 1891 (14.399 min): BG055332.D\data.ms (-1887) (- | m/z 57.00 100.00%
57.0
165.1
5000 132.0
91.0 — —
THNTT I P
olLrorreer bt L b B W MR L0 L gz 165010 75.6%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54688: 3-tert-Butyl-4-hydroxyanisole
165.0
137.0
5000 — —
14.00 14.50
m/z 43.00 57.15%
91.0
O \\\‘2\7\.9‘?‘3}“1(‘)‘\‘\\\“’\\‘H“\H\h\;’H!‘\‘\\“\\H\ \‘\‘\H“H\\‘\\H‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54825: Benzenethiol, 4-(1,1-dimethylethyl)-2-methyl-
165.0
— ——
14.00 14.50
5000 m/z 174.10 53.99%
137.0
21.0 91.0 ‘
(o} ‘\‘1“‘1\‘H“\u“‘\m‘\m‘\m‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54308: 3',5'-Dimethoxyacetophenone “ —
165.0 14.00 14.50
m/z 180.10 44.57%
5000 137.0
43.0 77.0 107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 2-Dodecen-1-yl(-)succinic a... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.634 18.29 ng 1491620  Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dodecen-1-yl(-)succinic anhydride 266 C16H2603 019780-11-1 58
2 Cyclopropanemethanol, .alpha.,2-... 182 C12H220 121959-70-4 38
3 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 27
4 1,1'-Bicyclohexyl, 2-propyl-, cis- 208 C15H28 054934-88-2 25
5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 22
Abundance Scan 1931 (14.634 min): BG055332.D\data.ms (-1926) (- | m/z 69.00 100.00%
69.0
41.0
5000
—— —
‘ 14.50 15.00
Y m/z 55.00  86.81%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #155615: 2-Dodecen-1-yl(-)succinic anhydride

41.0 69.0

5000 — e
97.0 14.50 15.00
137.0 m/z 83.00 70.96%

166.0
h‘\‘ “\ Bl \\20\90\2370 266.(

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260

Abundance #56913: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-
69.0

o

— —
40 109.0 14.50 15.00
5000 m/z 41.00  65.28%

LU dobl L aseo™®4

m/z--> 2‘0 4‘0 6‘0 8‘0 160 12‘0 14‘10 1é0 léO 2(50 22‘0 24‘10 ZéO
Abundance #29422: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.8 P P
55.0 14.50 15.00
m/z 57.00 57.68%

o

83.0

5000
27.0

‘11(‘).0 152.0
[ "

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 unknownl14.722 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.722  20.00 ng 1630640  Acenaphthene-d10 14.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2,4-Dimethylcyclohexyl)methanol... 142 C9H180 1000499-02-7 27
2 6-Octenal, 3,7-dimethyl-, (R)- 154 C10H180 002385-77-5 22
3 5-Hexen-1-0l, 2-(2-methyl-1-prop... 154 C1@H180 018675-19-9 14
4 1-Decene, 10-bromo- 218 C10H19Br 062871-09-4 14
5 Silane, chlorodiethylhexyloxy- 222 Cl1leH23Closi 1000363-74-4 14

Abundance Scan 1946 (14.722 min): BG055332.D\data.ms (-1942) (- | m/z 193.10 100.00%
1938.1
69.0
5000
— —
14.50 15.00
0 224.2 m/z 69.00  78.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23109: (2,4-Dimethylcyclohexyl)methanol (isomer 2)
69.0
109.0
5000 — —
41.0 14.50 15.00
m/z 97.10 67.77%
O]\-T':_)\.‘O\‘\H\\“\\\ ’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31084: 6-Octenal, 3,7-dimethyl-, (R)-
41.0 69.0
—r —
14.50 15.00
5000 95.0 ITI/Z 55.00 59.19%
121.0
154.0
50,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31163: 5-Hexen-1-ol, 2-(2-methyl-1-propenyl)- P ——
69.0 14.50 15.00
410 m/z 41.60 51.80%
123.0
5000
0,50 — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 1,4-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.095 20.00 ng 590053  Chrysene-d12 21.937
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 81
2 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 62
3 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
4 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 49
5 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 49
Abundance Scan 3371 (23.095 min): BG055332.D\data.ms (-3368) (- | m/z 70.00 100.00%
70.0 149.0 261.1
5000
T \
1R et
ol bl il L3972 || 3482 4153 .0 261.10  87.80%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
261.
149.0 61.0
5000 = :
23.00
‘ m/z 149.00 83.33%
0L 'r" \‘\‘\ } T \223\9\ T b T \\\?)‘6\1\(\)\ L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #295713: Terephthalic acid, 2-ethylhexyl octyl ester
261.0
70.0
U \
23.00
5000 m/z 112.10 45,22%
149.0
0 mJ“”““u‘h"u“‘uu;””_”w I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester P |
261.0 23.00
m/z 57.00 45.17%
5000{  70.0 %
149.0
oLl bbb bt _
m/z--> 50 100 150 200 250 300 350 400 450 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Phthalic acid, di(2-propylp... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.635 20.00 ng 1540020  Perylene-di12 25.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, di(2-propylpentyl... 390 C24H3804 1000377-93-5 80
2 Phthalic acid, di(6-methylhept-2... 390 C24H3804 1000377-97-3 72
3 Di-5-nonyl phthalate 418 C26H4204 094054-23-6 72
4 Phthalic acid, monocyclohexyl ester 248 C14H1604 007517-36-4 64
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 64

Abundance Scan 3463 (23.635 min): BG055332.D\data.ms (-3458) (- | m/z 149.00 100.00%
1

49.0
5000
43.0

s
71 071 23.50 24.00
m‘M “ﬁ“““c 2oL T 4043 S04- 0 n/z 167.00  39.48%

miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #295658: Phthalic acid, di(2-propylpentyl) ester
149.0

5000 T
23.50 24.00
m/z 43.00 22.37%

57"0 279.0

\\\‘“‘\‘\‘\‘\“\“\\\ \l\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

Abundance  #295694: Phthalic acid, di(6-methylhept-2-yl) ester
149.0

T
23.50 24.00

o

o

5000 m/z 57.00 20.93%
57.0
‘ ‘ 279.0
0 HJMM‘JW‘W NS,
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #312482: Di-5-nonyl phthalate T T
149.0 23.50 24.00

m/z 85.10  13.99%

43.0

oLt 970 || 23502930
UL L L B B I L L I IR T

T \
m/z--> 50 100 150 200 250 300 350 400 450 500 23.50 24.00

8270-BG102422.M Wed Nov 02 11:34:00 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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 Phthalic acid, 2-(4-bromoph... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

32.401 52.27 ng 4024990  Perylene-di2 25.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 2-(4-bromophenoxy... 476 C24H29Bro5 1010382-89-7 50
2 tri(2-Ethylhexyl) trimellitate 546 C33H5406 003319-31-1 38
3 2-(3-{[2-(1H-Indol-3-yl)-1,1-dim... 435 C25H33N302Si  1000408-41-9 36
4 Terephthalic acid, octyl 2-pheno... 398 C24H3005 1000416-04-7 28
5 4-(Diphenylphosphino)-N,N-dimeth... 305 C20H20ONP 000739-58-2 25

Abundance Scan 4955 (32.401 min): BG055332.D\data.ms (-4938) (- | m/z 305.10 100.00%

305.1
5000
57.0 193.0
e
“ 113.1 "1 32.00 32.20 32.40
0t M bk ik 12470113880 B . m/z 57.e5  34.66%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #333214: Phthalic acid, 2-(4- bromophenoxy)ethyl octyl es
193.0 305.
5000 | L L L
32.00 32.20 32.40
m/z 193.00 32.66%
0 4% .0 120 0 ) 476.(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #343463: tri(2-Ethylhexyl) trimellitate
305.0
T e
57.0 32.00 32.20 32.40
5000 m/z 71.00 23.11%
193.0
113 0
“ 435.0
0 www‘mw 2
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #320004: 2-(3-{[2-(1H-Indol-3-yl)-1,1-dimethylethyl]Jaming B B R S
305.0 32.00 32.20 32.40
m/z 306.10  20.68%

5000
70.0 130.0

>

150 T Mm T 1‘\ L hl‘gG.O 249.0 420.0

m/z--> 0 50 100 150 200 250 300 350 400 450 32.00 32.20 32.40

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102722\
Data File : BG@55332.D

Acqg On : 27 Oct 2022 20:46
Operator : CG/JU

Sample : N5282-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG102422.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|
2-Pentanone, 4-... 5.315 8.8 ng 129554 1 8.271 293721 20.0
1,3,4-Trimethyl... 12.184 5.3 ng 107327 2 11.103 407947 20.0
1,1'-Bicyclohexyl 12.871 5.5 ng 112871 2 11.103 407947 20.0
Naphthalene, 1,... 12.977 10.0 ng 204275 2 11.103 407947 20.0
Dodecane, 2,6,1... 13.406 3.8 ng 311351 3 14.893 1630640 20.0
unknownl13.676 13.676 7.1 ng 580945 3 14.893 1630640 20.0
1H-Indene, octa... 14.311 14.4 ng 1176250 3 14.893 1630640 20.0
Tetradecane 14.346 14.5 ng 11835990 3 14.893 1630640 20.0
3-tert-Butyl-4-... 14.399 9.5 ng 772191 3 14.893 1630640 20.0
2-Dodecen-1-y1(... 14.634 18.3 ng 1491620 3 14.893 1630640 20.0
unknown14.722 14.722 20.0 ng 1630640 3 14.893 1630640 20.0
1,4-Benzenedica... 23.095 20.0 ng 590053 5 21.937 590053 20.0
Phthalic acid, ... 23.635 20.0 ng 1540020 6 25.321 1540020 20.0
Phthalic acid, ... 32.4e1 52.3 ng 4024990 6 25.321 1540020 20.0
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