LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acqg On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc :

ALS Vvial : 17 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-BG122722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56418.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.336 342 348 361 rVB 112413 188917 8.12% 1.493%
2 5.817 423 430 445 rBV 484343 835115 35.91% 6.598%
3 7.439 696 706 719 rBV 488725 886163 38.10% 7.001%
4 8.297 845 852 862 rVB 150507 257383 11.07% 2.033%
5 9.472 1044 1052 1062 rVB 292755 546433 23.49% 4.317%
6 11.129 1319 1334 1341 rBV 202914 382334 16.44% 3.021%
7 11.246 1347 1354 1361 rVB5 16968 35191 1.51% ©.278%
8 11.804 1441 1449 1460 rVB5 14144 39363 1.69% 0.311%
9 12.098 1494 1499 1504 rBV3 25652 41659 1.79% 0.329%
10 13.367 1711 1715 1719 rVB6 14527 25051 1.08% 0.198%
11 13.426 1719 1725 1734 rBV3 47550 94509 4.06% 0.747%
12 13.532 1737 1743 1755 rVB 1061777 1708625 73.46% 13.499%
13 13.714 1768 1774 1780 rBV9 20466 51121 2.20% 0.404%
14 13.943 1810 1813 1821 rVB9 17525 32415 1.39% 0.256%
15 14.090 1831 1838 1844 rVB4 36521 95845 4.12% ©.757%
16 14.231 1857 1862 1867 rBV 64860 105866 4.55% 0.836%
17 14.284 1867 1871 1875 rVW2 39596 60784 2.61% 0.480%
18 14.331 1875 1879 1881 rvv3 46182 65917 2.83% 0.521%
19 14.354 1881 1883 1888 rVB4 56721 70043 3.01% 0.553%
20 14.466 1897 1902 1906 rBV5 24458 41064 1.77% 0.324%
21 14.648 1926 1933 1938 rVB8 26186 55452  2.38% 0.438%
22 14.736 1944 1948 1953 rVB3 26175 39760 1.71% 0.314%
23 14.913 1969 1978 1986 rVB 335739 537073 23.09% 4.243%
24 15.106 2006 2011 2020 rVB2 37564 89228 3.84% 0.705%
25 15.189 2021 2025 2029 rBV5 16495 29103 1.25% 0.230%
26 15.294 2038 2043 2050 rVB 56017 102113 4.39% 0.807%
27 15.371 2051 2056 2060 rBV 58317 85419 3.67% 0.675%
28 15.518 2076 2081 2085 rBV2 49893 85248 3.67% 0.673%
29 15.565 2085 2089 2093 rVB 38151 53076 2.28% 0.419%
30 15.688 2103 2110 2112 rBV7 37589 69928 3.01% 0©.552%
31 15.988 2158 2161 2166 rVB2 21892 30481 1.31% 0.241%
32 16.082 2172 2177 2179 rBV2 28948 50793 2.18% 0.401%
33 16.111 2179 2182 2186 rVV3 51369 70098 3.01% 0.554%
34 16.152 2186 2189 2194 rVBS 24344 33595 1.44% 0.265%
35 16.211 2196 2199 2201 rVV2 19142 27706 1.19% 0.219%
36 16.246 2201 2205 2210 rVB2 77083 115987 4.99% 0.916%
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs :

LsC

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
BGO56418.D

17

: 25 Jan 2023 1:18
: CG/JU
: 01253-01

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

1

0.2
0

Filtering:
Min Area:
Max Peaks:
Peak Location:

Area Percent Report

5

3 % of largest Peak
100

TOP

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

Method
Title

37 16.393
38 16.593
39 16.746
40 17.004

41 17.410
42 17.651
43 17.692
44 18.379
45 18.491

46 19.413
47 19.683
48 20.042
49 20.224
50 21.940

2224
2259
2285
2330

2400
2438
2448
2563
2583

2741
2786
2848
2876
3169

BNA STANDARDS FOR 5 POINT CALIBRATION

2230 2236 rBV 710635 1085328 46
2264 2275 rVB5 83228 195294 8.
2290 2295 rBvV4 34702 56999 2
2334 2340 rBV6 41373 71900 3
2403 2407 rVB2 39602 54783 2
2444 2448 rBV 398579 618908 26
2451 2456 rVB 39322 55311 2
2568 2573 rBv4 20996 43244 1
2587 2595 rBv4 98360 199377 8
2744 2748 rBV2 41906 55053 2
2790 2795 rVB 84647 119790 5
2851 2857 rVB 104169 156020 6.
2882 2887 rBV 1792664 2325862 100
3174 3180 rVB2 346768 580931 24.
Sum of corrected areas: 1265

8270-BG122722.M Wed Jan 25 13:31:42 2023

.66%

.45%
.09%

.36%
.61%
.38%
.86%
.57%

.37%
.15%

.00%

: Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG122722.M
: ASP

.574%
.543%
.450%
.568%

40%

[ o]

.433%
.890%
.437%
.342%
.575%

PO~

.435%
.946%
.233%
.375%
.590%

71%

[Eny
hORPROO

98%

7658

Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056418.D\data.ms

1500000

1000000

9.472
11.129

JA.}% 11.803.098

0\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\’\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance .
2000000 TIC: BG056418.D\data.ms

5.336 8.297

20.p24

1500000

13.532
1000000

16.393 21.940

500000 17.651

.04p
wsa01 1043850

1692 18.3

A T = e e e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abuzndance TIC: BG056418.D\data.ms

1500000
1000000

0\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.336 14.68 ng 188917 1,4-Dichlorobenzene-d4 8.297

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 32
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 23
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 348 (5.336 min): BG056418.D\data.ms (-342) (-) m/z 59.00 100.00%

g
5000

83.0 5.00 5.20 5.40 5.60
bl TR0 L m/z 43.e0  82.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LA L B IR R B |

5.00 5.20 5.40 5.60
m/z 101.00  68.19%

31.0 83.0 101.0
O \\‘\\\\‘\\\H\“‘\\\\“ui\\‘\\‘}\‘\\\\‘\\\\‘\‘\\\‘\\\\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5056: Propane, 1-ethoxy-2-methyl-
31.0 59.0
A BRRREREEEE RS
5.00 5.20 5.40 5.60
5000 m/z 58.00 19.53%

“ A 73.0 g7 1020

o RSERBMSNI1 EN  ¥MNT FMBINCS -2 5 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #4871: 3-Hydroxy-3-methyl-2-butanone AR

59.0 5.00 5.20 5.40 5.60
m/z 41.10 10.70%

5000 43.0
31.0

oo L e o
SN M 1 I MU P g

m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\

Data File : BG@56418.D

Acq On : 25 Jan 2023
Operator : CG/JU
Sample : 01253-01
Misc

1:18

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M

Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownll.805

Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
11.805 2.06 ng 39363 Naphthalene-d8 11.129
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, butyl- 140 CleH20 001678-93-9 38
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 32
3 Decanedinitrile 164 C10OH16N2 001871-96-1 32
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 32
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 32

Abundance Scan 1449 (11.804 min): BG056418.D\data.ms (-1441) (- m/z 82.95 100.00%
83.0
5000 58.0
137.0
04.9 T LT
H ‘ r M ‘ 166.1 11.50 12.00
b el L b Ll LT UL nz s2.e0 61.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000
11.50 12.00
m/z 54.95 49.71%
290 140.0
O\\\‘\H\\“H\\\H!“\‘}h\\“l\\\“]\-J\-]\"\O‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71754: Cyclohexane, octyl-
83.0
— ——
11.50 12.00
5000 55.0 m/z 137.00  33.17%
oL 200§ | | 1120 1390 1650 1960
R A e R AR aaa e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39512: Decanedinitrile
83.0 11.50 12.00
m/z 94.90  28.60%
41.0
5000
124.0
ol et b e Ml 1830 SEE—
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.098 2.18 ng 41659  Naphthalene-d8 11.129
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64
2 Sulfurous acid, dodecyl 2-pentyl... 320 C17H3603S 1000309-16-1 53
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 53
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 53
Abundance Scan 1499 (12.098 min): BG056418.D\data.ms (-1494) (- | m/z 71.00 100.00%
71.0
5000
43.0
1130 T i
[ = A I LR
0 _m_muu Al A b m/z 56.95 64.25%
m/z--> 20 60 80 100 120 140 160 180
Abundance #224373. Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
5000 Vol =2 "
12.00 12.50
m/z 43.00 26.25%
29.0 ‘ 85‘0 113.0 /
O‘\‘\‘\\“‘\\\M\“\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 100 120 140 160 180
Abundance #224372:Sumﬂousacm,dodecylZpenwleﬁer
T B
12.00 12.50
so00] B0 m/z 85.05 24.06%
169.0
n ‘\ .0 1210 |
O B o B L LA e e
m/z--> 20 40 60 80 100 120 140 160 180 (1\
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester M A
57.0 12.00 12.50
m/z 55.10 21.22%
5000 85.0
29.0 ‘ 113.0
0 ‘JL‘\M“M‘_M“w‘“_‘1“““_“““‘w“‘ —— —
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50

8270-BG122722.M Wed Jan 25 13:31:48 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.426 3.52 ng 94509  Acenaphthene-d1e0 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 59
2 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 53
3 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 47
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 43
5 Pentadecane 212 C15H32 000629-62-9 43
Abundance Scan 1725 (13.426 min): BG056418.D\data.ms (-1719) (- | m/z 71.00 100.00%
71.0
5000
41.0
159.1 T
‘ ‘ | 99.1 1270 83,2 13.50
Y S S T O 0 s Ao A2 w2 s7.00 54.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 T
13.50
29.0 85.0 m/z 85.00 48.71%
113.0
O \\\‘\‘\‘\\“‘\\\H“\\“}\“i‘\\\M‘\\M\‘\“\\\‘\]_\5\\5‘.\0\\1\8‘\3;(\)\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl-
57.0
—
13.50
5000 m/z 41.00 33.73%
85.0
29.0 112.0 1400
bbbyt 400 1680 o110
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22091: Octane, 2,6-dimethyl- ——
57.0 13.50
m/z 42.95 22.31%
5000
29.0
| ‘ gs.o 1130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Naphthalene, 1,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.090 3.57 ng 95845  Acenaphthene-d1e 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93

Abundance Scan 1838 (14.090 min): BG056418.D\data

.ms (-1831) (- m/z 156.00 100.00%
156.0

ol

P =
14.00

5000

0! m/z 141.00 73.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 zﬁ}bo \
115.0 ITI/Z 155.00 37.11%
27.0 \Sﬁoﬁw?ﬁou ‘ ‘ J 1l m
O\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\i‘\\\\’\\ ‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0 /\/\/
TETH AP L
14.00
5000 m/z 128.00 17.16%
980 510 77.0 115.0
) N OO S W W A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33159: Naphthalene, 1,3-dimethyl- MQM‘ —
156.0 14.00
m/z 152.00 16.78%
5000
o 76.0 115.0
27.0 Sl :
0"m“HHM‘WH‘%‘WMwWH‘M‘“‘wmuhhww“‘u“u‘
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Naphthalene, 1,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.231 3.94 ng 105866  Acenaphthene-di0 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 94
Abundance Scan 1862 (14.231 min): BG056418.D\data.ms (-1857) (1 m/z 156.00 100.00%
156.0
5000 M [k\
INAULIDWAWR
76.0 14.00 14.50
42.0 98.0 .
o 1794 2082 /7 141.00  81.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0
5000 J\‘ ‘ AL
14.00 14.50
115.0 m/z 155.00  34.03%
0 ‘2\7\.(\)\‘\5}\.9‘\\7\7\“-‘9\\\‘H\‘H\‘!‘H‘i‘\\‘m‘\u\‘uu‘mu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33157: Naphthalene, 1,7-dimethyl-
156.0 /\/\/v\
won g WAL
14.00 14.50
5000 ITI/Z 127.95 18.19%
woso 0 HE |
o et R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33165: Naphthalene, 1,5-dimethyl- [ —r—
156.0 14.00 14.50
m/z 115.00 16.07%
B M
o_H“?‘1“'9“:“7‘7!“"0””"1‘1‘?"9‘1‘”\“‘U“_m_m_m — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Naphthalene, 2,6-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.284 2.26 ng 60784  Acenaphthene-d1e 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 91
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 90
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 87
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 87
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 87
Abundance Scan 1871 (14.284 min): BG056418.D\data.ms (-1867) (- | m/z 156.00 100.00%
156.0
5000 ]\/\ j\\
1250 meaapve
62.9 95.0 : :
42.0 179.2
0““H““HM‘WmWWuhup‘uu‘WM‘UWMMW“H“‘H m/z 141.00  69.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
5000 ”'/\\ ‘ UL
14.00 14.50
m/z 155.00  37.55%
51.0 77.0 115.0
27.0
O \\\‘\\\\“\\‘\\‘H\\\H“\\\\‘\\\‘\‘\‘1‘\\“‘\\‘w‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0 /\/\M
THRY.THE SR P R R A v
14.00 14.50
5000 m/z 127.95 16.95%
115.0
ol 20 0 Yl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 14 00 14 50
m/z 152.9 14.75%
5000 M
77.0 115.0 m
1.
ol 220 S50y il
m/z--> 20 40 60 80 100 120 140 160 180 14 00 14 50

8270-BG122722.M Wed Jan 25 13:32:05 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 unknownl4.331 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.331 2.45 ng 65917  Acenaphthene-d10 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 40
2 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 38
3 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 37
4 2-((Trimethylsilyl)thio)nicotino... 208 C9H12N2SSi 1000474-02-5 35
5 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 32
Abundance Scan 1879 (14.331 min): BG056418.D\data.ms (-1875) (- | m/z 193.05 100.00%
193.1
5000
69.0
95.0 123.0 M\M\wvﬁ A
14.00 14.50
0 m/z 69.00 36.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — ——
14.00 14.50
m/z 123.00 26.58%
151.0
O,
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 14.00 14.50 ;
5000 83.0 ITI/Z 109.00 26.047%
ol 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone — —
193.0 14.00 14.50
m/z 95.00 24.69%
123.0
5000
150.0
95.0
0ld0. 0. 890 L b S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

8270-BG122722.M Wed Jan 25 13:32:07 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Sulfurous acid, pentadecyl ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.354 2.61 ng 70043  Acenaphthene-d1e 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, pentadecyl penty... 362 C20H4203S 1000309-14-8 56
2 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 53
3 Sulfurous acid, pentyl tridecyl ... 334 C18H3803S 1000309-14-6 50
4 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 45
5 Glutaric acid, octyl tetrahydrof... 328 C18H3205 1000359-66-4 42

Abundance Scan 1883 (14.354 min): BG056418.D\data.ms (-1881) (- | m/z 71.05 100.00%
71.0

5000
43.0

s

11314,
41. 14.00 14.50
_‘H»‘W“ﬂu_uﬂ_ﬂkpwwhumumﬁ%Q?}%?HH‘HH‘HH“ m/z 85.00  42.92%

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #271594: Sulfurous acid, pentadecyl pentyl ester

o

71.0
43.0
5000 - e
14.00 14.50
m/z 57.00 39.13%
O ‘\\\\’\\\\’\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #170574: Sulfurous acid, nonyl pentyl ester
71.0
— —
14.00 14.50
so00] 3° m/z 43.00  29.38%
127.0
AT AT S
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #241460: Sulfurous acid, pentyl tridecyl ester P ——
71.0 14.00 14.50
m/z 41.00 15.97%
43.0
5000

%.

\‘ \‘ “ H\H gﬁ 0 127.0 183.0 235.0

SIS 0 R e S < R

— 7
m/z--> 20 40 60 80 100120140160 180 200220240260 14.00 14.50

8270-BG122722.M Wed Jan 25 13:32:13 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 unknownl4.648 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.648 2.06 ng 55452  Acenaphthene-die 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Nonene 126 C9H18 000124-11-8 30
2 2-Decanol, trifluoroacetate 254 C12H21F302 1010352-32-8 27
3 trans-2-Dodecen-1-0l1, trifluoroa... 280 C14H23F302 1000352-26-2 25
4 2H-1,3-Oxazine-2,4(3H)-dione, 3,... 141 C6H7NO3 1000327-48-4 22
5 Heptane, 2-methyl-3-methylene- 126 C9H18 062187-11-5 11
Abundance Scan 1933 (14.648 min): BG056418.D\data.ms (-1926) (- | m/z 69.00 100.00%
69.0
159.0 193.0 AﬂMﬂLAMNJ%AMMKWWNw
5000
10.0
—— —
39H0 ‘ 224.3 14.50 15.00
oww‘m‘um m/z 70.00  69.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13164: 1-Nonene
43.0
5000 —r— ——
83.0 14.50 15.00
m/z 193.00 69.25%
126.0
01\4\.‘()\1\\}}\‘\H“\H\\"\‘\\}“\\H‘\‘\\\‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140084: 2-Decanol, trifluoroacetate
69.0
14.50 15.00
5000 m/z 159.00 68.64%
29.0
11.0
‘ 141.0
oleu‘m‘u‘“!H,““H!“_u!‘wHH”mw%ﬁi?a?,‘m‘w_m‘ww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #172896: trans-2-Dodecen-1-ol, trifluoroacetate — ——
43.0 14.50 15.00
m/z 83.00 61.98%
5000
138.0
o 167.0 211.0 280.(
—— —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

8270-BG122722.M Wed Jan 25 13:32:17 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Naphthalene, 2-(1-methyleth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15107 3.320ng 89228 Acenaphthene-dle 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Naphthalene, -methylethyl)- 170 C13H14 002027-17-0 90

2-(1
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 81
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 74
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 72
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 64

Abundance Scan 2011 (15.106 min): BG056418.D\data.ms (-2006) (- | m/z 155.00 100.00%
155.0
5000
e
188.1 : .
01 2182 m/z 170.00 51.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45545: Naphthalene, 2-(1- methylethyl)
155.
5000 A N PVAEL
15.00 15.50
oo 128.0 m/z 156.00 16.27%
O \\\‘2\7\9\“\5\]7\9“\ T \‘fh‘ \\\]-22\\0\‘\ ‘ \“!‘\ T “\ \‘M ‘ T \‘\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45541: Naphthalene, 1,4,6-trimethyl-
170.0 /\
. AAh AN
15.00 15.50
5000 ITI/Z 154.00 13.94%
o 51.0 840 128.0 I |
Prrpe e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 M\ /IJ\ HV\
Abundance #45538: Naphthalene, 2,3,6-trimethyl- Ly Al B ‘M‘ i
170.0 15.00 15.50
m/z 152.00 13.05%
5000
128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50

8270-BG122722.M Wed Jan 25 13:32:18 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 12 Naphthalene, 2,3,6-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.294 3.80 ng 102113  Acenaphthene-di0 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 94
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
4 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 87
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 87

Abundance Scan 2043 (15.294 min): BG056418.D\data.ms (-2038) (- | m/z 170.00 100.00%
170.0
5000 f\A /M\
WL "
511 760 1029, 200 M | 208.3 15.00 1550
o‘H_‘H_‘H‘mui‘mH_H‘u_lwm il m/z 155.00  96.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
5000 ”JY\ ‘ o
15.00 15. 50
m/z 153.00 %
oL 270 510 760 10201280 | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
4
15 00 15 50
5000 m/z 169.00 23.83%
ol 270 510 760 10201280 | |
R I R R B B L e R R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂ
Abundance #45541: Naphthalene, 1,4,6-trimethyl- i, I f‘%W\ T
170.0 15.00 15.50
m/z 156.10 17.22%
5000
o s mo om0 | | NN
P e e e e e SIS
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

8270-BG122722.M Wed Jan 25 13:32:20 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.371 3.18 ng 85419  Acenaphthene-d1e0 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 91
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 87

Abundance Scan 2056 (15.371 min): BG056418.D\data.ms (-2051) (- | m/z 170.00 100.00%
170.0
hy N\ﬂ\
570 850 128.0 ‘ 203.0 15.00 15.50
b prrrrprerpd bl b m‘u_Mu:”w m/z 155.08  86.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 »JY\ VR
15.00 15.50
128.0 m/z 169.00 20.92%
O T \\‘2\7‘\.\()\“\5\]‘.\'\()“i 3\6‘1‘.’?}‘1\]-32\.\(?‘\ ‘ \‘!‘\.\“‘\ \JM ‘ \“\ T ‘ TTTT ‘ TTTT ‘ L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0 AA
IPILTE VARV AR
15.00 15.50
5000 m/z 153.00 20.14%
128.0
000 | |||
Y IR AP s N N | Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl- i T
170.0 15.00 15.50
m/z 152.00 13.33%
5000
128.0
b t020 L B L Y Dy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50

8270-BG122722.M Wed Jan 25 13:32:22 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 14 Naphthalene, 1,6,7-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.518 3.17 ng 85248  Acenaphthene-d1e 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 98
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 91
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 87

Abundance Scan 2081 (15.518 min): BG056418. D\data ms (-2076) (- | m/z 155.00 100.00%

5000
: 15.50 |
1931 5505 : .
(o} m/z 170.00 96.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0 N\
5000 /\J\\ T T T /\I\ \M f
15.50

m/z 168.95  20.84%

128.0
27.0 510 760 4000/ | M

L
\\\‘\\\\‘\\\\’\\\\‘\1\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
AEIRETEERAALA |

o

15.50
5000 m/z 153.00 19.43%
115.0
S soe0 |
R R I B R e N L L RS RRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl- = ‘
155.0 15.50
m/z 152.00 16.42%
5000
128.0
63. ‘
oo 0000 | | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50

8270-BG122722.M Wed Jan 25 13:32:24 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 4,6,8-Trimethylazulene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.688 2.60 ng 69928  Acenaphthene-d1e 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 83
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 70
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 62
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 62
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 58

Abundance Scan 2110 (15.688 min): BG056418.D\data.ms (-2103) (- | m/z 170.00 100.00%
170.0

5000

/\’\ Meon

\
15.50 16.00
ol m/z 155.00  78.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45537: Naphthalene, 1,6,7-trimethyl-
170.0
5000

o —
15.50 16.00
m/z 123.05 46.66%

27.0 76.0
\\\\’\‘1\\“\53‘-\\0“‘1\‘\‘U’H”\\]-ﬂz\‘\o\‘\‘\‘!‘\\“h\\‘ ‘\‘WH\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0

T
15.50 16.00

o

5000 m/z 169.10 29.08%
128.0
ol 270 510 760 4000 | |
,“,“‘ Pl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 M/\/\
Abundance #45527: 4,6,8-Trimethylazulene Dbl
170.0 15.50 16.00

5000 WWWWW\A

128.0

390630 ggo0 | | | |

oHH,mm_mwh‘H,W_WWW _ww_wm

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00

8270-BG122722.M Wed Jan 25 13:32:25 2023 Page: 18



Data Path : Z:
Data File : BG

Acq On : 25
Operator : CG
Sample : 01
Misc

ALS vial : 17

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
056418.D

Jan 2023 1:18

/3U

253-01

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 16 unknownl6.111 Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
16.111 2.61 ng 70098  Acenaphthene-d1e 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 3-methyl- 198 C14H3e 006418-41-3 49
2 Heptacosane 380 C27H56 000593-49-7 47
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 47
4 Hexacosane 366 C26H54 000630-01-3 47
5 3-Ethyl-2,6,10-trimethylundecane 226 CléH34 1000432-25-9 43

Abundance Scan 2182 (16.111 min): BG056418.D\data.ms (-2179) (- | m/z 57.00 100.00%
57.0
169.0
5000
13.0 1 U
‘ ‘ 219.2 16.00 16.50
0 LA U‘ iy MH w}“w“\“lh e e e e m/z 71.00 98.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 fSanid —
16.00 16.50
m/z 169.00  63.77%
1690
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane
fugh
0 —
16.00 16.50
5000 m/z 84.95 60.95%
o i ]]%310‘1‘690 225.0 281.0 380.0
T T R e AR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- — —
57.0 16.00 16.50
m/z 43.05 33.947%
5000
169.0
oLl LT 90 2250 a9 3510 st ek disind
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.246 4.32 ng 115987  Acenaphthene-di0 14.913
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 93
2 Azobenzene, (E)- 182 C12H10ON2 017082-12-1 58
3 3-Aminocarbazole 182 C12H1eN2 006377-12-4 43
4 1,1'-Biphenyl, 3,4'-dimethyl- 182 C14H14 007383-90-6 43
5 4,4'-Dimethylbiphenyl 182 C14Hi4 000613-33-2 43
Abundance Scan 2205 (16.246 min): BG056418.D\data.ms (-2201) (-~ | m/z 105.00 100.00%
105.0
182.0
5000
51.0 L LI
16.00 16.50
150.0
) S W AV = vd “““ 2132 3000 h/z 182.00  79.93%
miz--> 50 100 150 200 250 300
Abundance #56927: Benzophenone
105.0
5000 A e = (L AARY
16.00 16.50
51.0 m/z 77.00 61.26%
O\ T T T } T \HH\ T ‘ ‘\ T T ]\.5’%‘"9\ \H T ‘ T T T T ‘ T T T T ’ T
miz—-> 50 100 150 200 250 300
Abundance #56778: Azobenzene, (E)-
77.0
— .
16.00 16.50
5000 m/z 180.95 17.82%
182.0
o270 | 11501510 |
—t— T
miz--> 50 100 150 200 250 300 M
Abundance #56780: 3-Aminocarbazole MAA&ﬁYWA 7
182.0 16.00 16.50
m/z 51.00 15.03%
5000
91.0
oo sto U RO L
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.593 6.31 ng 195294  Phenanthrene-di10 17.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 68
2 Hexacosane 366 C26H54 000630-01-3 64
3 Pentacosane 352 C25H52 000629-99-2 59
4 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 55
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 50
Abundance Scan 2264 (16.593 min): BG056418.D\data.ms (-2259) (- | m/z 71.10 100.00%
711
o ML
13.0 169.1 T \
L
ob— ‘m‘w“ e b b e “h‘ ?'1‘4‘9 ‘ ‘2‘6"3‘1‘ R m/z 57.00  55.68%
m/z--> 50 100 150 200 250 300 350
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 — :
16.50
113.0 m/z 85.10 50.08%
‘ ‘ 183.0
0178\9 ‘\‘ ‘\ “‘ ‘\“H‘\H“ ‘r“ \”“\‘\‘ “‘\ T \“\ “2\2\2\0\ |2\6§\0\ L
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
T \
16.50
5000 m/z 43.00 33.86%
9.0
oh LU, 1018302250 2670 3000 366
A A e
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane T
57.0 16.50
m/z 99.00 22.31%
5000
9.0
e “““ e e e e —
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 4,4'-Dimethylbiphenyl Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.004 2.32 ng 71960  Phenanthrene-d1e0 17.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4,4'-Dimethylbiphenyl 182 C14H14 000613-33-2 87
2 1,1'-Biphenyl, 2,4'-dimethyl- 182 C14H14 000611-61-0 80
3 1,1'-Biphenyl, 3,4'-dimethyl- 182 C14Hi4 007383-90-6 76
4 Bicyclo[3.2.1]octa-2,6-diene, 2-... 182 C1l4H14 101166-08-9 72
5 1H,2H,3H-Cyclopenta[a]naphthalen... 182 C14H14 001624-22-2 72
Abundance Scan 2334 (17.004 min): BG056418.D\data.ms (-2330) (- | m/z 182.00 100.00%
182.0
D ‘
63‘.0 119.0 h l 228.1 341. 17.00
[ m— ‘\ w“\w\h\\h‘m‘\ 1‘””““w““1‘ }‘M‘\ i HM‘ Lot ‘u‘ T L ‘ ITI/Z 166.95 92‘39%
miz--> 50 100 150 200 250 300
Abundance #57007: 4,4'-Dimethylbiphenyl mﬁKVJMNWJJ&xJ¢NﬁWwa
182.0
5000 o ‘
17.00
m/z 165.00 65.70%
0 SQQ \“76‘\.\\0\h 11\59 " ‘\ Iy
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300
Abundance #57016: 1,1'-Biphenyl, 2,4'-dimethyl-
167.0
T \
17.00
5000 m/z 181.00 26.14%
89.0
oS0 2ol
miz--> 50 100 150 200 250 300
Abundance #57018: 1,1'-Biphenyl, 3,4'-dimethyl- T ‘
182.0 17.00
m/z 166.00  23.60%
5000
Ao liwitc 2T 1 I -
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acq On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.491 6.44 ng 199377  Phenanthrene-di0 17.651
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 Tetradecanoic acid 228 C14H2802 000544-63-8 43

Abundance Scan 2587 (18.491 min): BG056418.D\data.ms (-2583) (- | m/z 72.95 100.00%
73.0

5000

256.3

305.1340.
0 3404 1/ 60.00  61.24%

m/z--> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000

213.0 18.50
171.0 m/Z 129.00 48.76%

29. ‘ ’
0 wmw1@’kl‘ud’g‘h“h‘ N
m/z--> 50 100 150 200 250 300
Abundance #92068: Tridecanoic acid
73.0

—
18.50
5000 ITI/Z 55.00 45 .,94%
29.
129.0
‘ 171.0 2140
m/z--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid —
73.0 18.50
m/z 213.10  44.38%
5000 129.0
29.
199.0 242.0
0 UWM}$NO, —— A
m/z--> 50 100 150 200 250 300 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012423\
Data File : BGO56418.D

Acqg On : 25 Jan 2023 1:18
Operator : CG/JU

Sample : 01253-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122722.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-... 5.336 14.7 ng 188917 1  8.297 257383 20.0
unknownl1.805 11.805 2.1 ng 39363 2 11.129 382334 20.0
Sulfurous acid,... 12.098 2.2 ng 41659 2 11.129 382334 20.0
Dodecane, 2,6,1... 13.426 3.5 ng 94509 3 14.913 537073 20.0
Naphthalene, 1,... 14.090 3.6 ng 95845 3 14.913 537073 20.0
Naphthalene, 1,... 14.231 3.9 ng 105866 3 14.913 537073 20.0
Naphthalene, 2,... 14.284 2.3 ng 60784 3 14.913 537073 20.0
unknown14.331 14.331 2.5 ng 65917 3 14.913 537073 20.0
Sulfurous acid,... 14.354 2.6 ng 70043 3 14.913 537073 20.0
unknownl4.648 14.648 2.1 ng 55452 3 14.913 537073 20.0
Naphthalene, 2-... 15.107 3.3 ng 89228 3 14.913 537073 20.0
Naphthalene, 2,... 15.294 3.8 ng 102113 3 14.913 537073 20.0
Naphthalene, 1,... 15.371 3.2 ng 85419 3 14.913 537073 20.0
Naphthalene, 1,... 15.518 3.2 ng 85248 3 14.913 537073 20.0
4,6,8-Trimethyl... 15.688 2.6 ng 69928 3 14.913 537073 20.0
unknownl16.111 16.111 2.6 ng 70098 3 14.913 537073 20.0
Benzophenone 16.246 4.3 ng 115987 3 14.913 537073 20.0
Pentadecane, 2,... 16.593 6.3 ng 195294 4 17.651 618908 20.0
4,4'-Dimethylbi... 17.004 2.3 ng 719060 4 17.651 618908 20.0
n-Hexadecanoic ... 18.491 6.4 ng 199377 4 17.651 618908 20.0
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