LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 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-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49813.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.132 12 16 22 rBV 72960 115814 4.57% 0.640%
2 5.106 348 352 359 rBV 18628 31863 1.26% 0.176%
3 5.588 427 434 442 rBV 318522 530407 20.93% 2.930%
4 7.198 696 708 717 rBV 335409 587882 23.20%  3.248%
5 8.032 843 850 857 rVB 93091 154563 6.10% 0.854%
6 9.201 1042 1049 1059 rVB 205661 379226 14.97% 2.095%
7 10.622 1286 1291 1297 rBv4 22351 41270 1.63% 0.228%
8 10.851 1317 1330 1338 rBV 125343 262276 10.35% 1.449%
9 11.550 1445 1449 1455 rVB7 19233 39213 1.55% 0.217%
10 11.768 1480 1486 1493 rVB7 12278 27318 1.08% 0.151%
11 11.868 1499 1503 1507 rBV 46172 70473  2.78% ©.389%
12 12.954 1685 1688 1697 rVB8 22727 42316 1.67% 0.234%
13 13.207 1727 1731 1736 rW 56237 85443 3.37% 0.472%
14 13.307 1741 1748 1756 rVB 437916 726328 28.66% 4.013%
15 14.012 1863 1868 1872 rBV2 27547 43068 1.70% ©0.238%
16 14.106 1879 1884 1888 rBV5 23546 37404 1.48% 0.207%
17 14.153 1888 1892 1897 rVB 59347 80799 3.19% 0.446%
18 14.411 1933 1936 1945 rVB8 17968 36809 1.45% 0.203%
19 14.517 1950 1954 1958 rVB5 23439 32752 1.29% 0.181%
20 14.687 1978 1983 1990 rVB 196265 314735 12.42% 1.739%
21 14.905 2015 2020 2027 rVB8 17694 42621 1.68% ©0.235%
22 15.087 2044 2051 2057 rBVS5S 22618 46224 1.82% 0.255%
23 15.310 2082 2089 2092 rBV6 29347 52203 2.06% ©0.288%
24 15.475 2111 2117 2120 rBV7 23319 48677 1.92% 0.269%
25 15.727 2153 2160 2166 rBvie 17218 39542 1.56% 0.218%
26 16.179 2231 2237 2244 rVB 534679 822055 32.44% 4.542%
27 16.409 2271 2276 2282 rBV3 50456 81751 3.23% 0.452%
28 16.550 2288 2300 2302 rBV8 77439 196568 7.76% 1.086%
29 17.231 2412 2416 2420 rBV6 22859 34472 1.36% 0.190%
30 17.442 2446 2452 2457 rBV 252235 389037 15.35% 2.149%
31 18.171 2559 2576 2587 rBV 193980 933053 36.82% 5.155%

32 18.324 2592 2602 2603 rBV2 386430 801586 31.63% 4.429%
33 18.476 2617 2628 2646 rVB 815551 2534026 100.00% 14.000%
34 18.676 2654 2662 2672 rVB 70073 195312 7.71% .079%
35 18.876 2694 2696 2700 rBV5 17764 28474  1.12% 0.157%

[y

36 19.516 2798 2805 2811 rBV2 290918 653250 25.78%  3.609%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 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-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 20.051 2890 2896 2901 rBV 930913 1207533 47.65% 6.671%
38 20.415 2951 2958 2965 rVB 410629 739875 29.20% 4.088%
39 21.196 3085 3091 3101 rVB3 323699 766014 30.23% 4.232%
40 21.367 3115 3120 3125 rBV3 38002 91992 3.63% 0.508%
41 21.431 3127 3131 3136 rVB 98737 146074 5.76% 0.807%
42 21.725 3175 3181 3190 rVB2 245116 446880 17.64% 2.469%
43 22.089 3235 3243 3253 rVB2 402950 863438 34.07% 4.770%
44 23.100 3406 3415 3425 rVB2 263443 794668 31.36% 4.390%
45 24.298 3610 3619 3629 rVB3 267428 789821 31.17% 4.364%
46 25.003 3730 3739 3751 rVB2 162570 478195 18.87% 2.642%
47 25.725 3851 3862 3874 rVB3 173671 670413 26.46% 3.704%
48 27.394 4138 4146 4159 rVB4 103957 455191 17.96%  2.515%
49 29.450 4486 4496 4497 rBv4 45614 111186 4.39% 0.614%

Sum of corrected areas: 18100090
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Aug 2021 11:36
: CG/JU
: M3346-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081221\
BGO49813.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.132 14.99 ng 115814 1,4-Dichlorobenzene-d4 8.032

Hit# of 5 Tentative ID MW MolForm CASH# 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 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
4 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 10
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 16 (3.132 min): BG049813.D\data.ms (-12) (-) m/z 73.25 100.00%
3.3
5000 43.1 A
e
‘ 3.103.203.303.403.50
Ol M 2183 4315 39.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 L I L R
43.0 3.103.203.303.403.50
m/z 87.15 27.39%
O\‘\mh\‘i“\‘\ﬂ”‘H“\‘\‘\‘\:\]-\0‘1\.\0\\‘HH’\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
e T
3.103.203.303.403.50
5000 41.0 m/z 55.10 25.04%
ol b i Jl197.0 1200
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4950: Silane, ethyltrimethyl- e RAAAREARR SRS
73.0 3.103.203.303.403.50
m/z 41.15 12.80%
5000
43.0
O i \M Ll ‘\ L 10\2.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Dodecane, 2,6,11-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.868 5.37 ng 70473 Naphthalene-d8 10.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
2 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 72
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 59
4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 59
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 59

Abundance Scan 1503 (11.868 min): BG049813.D\data.ms (-1499) (- m/z 57.15 100.00%
57.1

5000
T —
82 13 140.2 221.2 1150 12.00
Ob il L2802 2202 0 9105 8s.6s%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 o —
11.50 12.00
85.0 . .42%
29.0 m/z 43.25 62.42%
NI ‘ 1130 1410 169.0 197.0
‘\\\\‘\\\ ‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #234327: Oxalic acid, 2-ethylhexyl nonyl ester
57.0
T —
11.50 12.00
5000 ITI/Z 41.15 47.20%
290 85.0 112.0
‘ ‘ ‘ 171.0
0 MM‘WM‘HM‘M‘HM“_‘JW‘MH‘“H“ﬂ“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107223: Tridecane, 5-propyl- — 7
57.0 11.50 12.00
m/z 55.15 28.16%
5000
85.0

\\ I ‘ | u 1410 1830 2360

i —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Hexadecane, 2,6,11,15-tetra... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.207 5.43 ng 85443  Acenaphthene-d10 14.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 72
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 64
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 59
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 59

Abundance Scan 1731 (13.207 min): BG049813.D\data.ms (-1727) (- m/z 57.25 100.00%
57.3

> mewﬂbwwMwawwﬂkw“v
— —
JL ‘ 99.3 159.3 13.00 13.50
— i ‘ Mol ey m/z 71.20 80.74%
miz--> 50 100 150 200 250
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000 e il
13.00 13.50
150 1600 m/z 43.20 44.12%
01\4\0“\ ‘\“ “ T ”“‘ \H‘\ ““ i“‘ T “\ 1 T ‘L T \2’1\1\0\ T ‘2\67\0\ T
miz--> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
— —
13.00 13.50
5000 m/z 41.20 42.46%
ok h | ‘ 1130 14901830 2530 296.
el S e S
miz--> 50 100 150 200 250
Abundance #33083: Decane, 2-methyl- —— —
57.0 13.00 13.50
m/z 85.25 32.11%
5000
‘ 112.0
oo L iy ([ e Nl W Lot
miz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Undecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

14.153 5.13 ng 80799  Acenaphthene-d10 14.687
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 83
3 Octyl tetradecyl ether 326 C22H460 1000406-38-5 80
4 Docosyl octyl ether 438 C30H620 1000406-38-9 72
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72

Abundance Scan 1892 (14.153 min): BG049813.D\data.ms (-1888) (- m/z 57.25 100.00%
571.3

2 »wWWMVMMWWAM%WMUMWVVW
99.3 e o
14.00 14.50
I, H | | 1412 1973 2423 -
QIS 7N YV Y S A A i m/z 71.15  86.62%
miz--> 50 100 150 200 250
Abundance #33080: Undecane
57.0
5000 — ——
14.00 14.50
m/z 43.20 82.60%
98.0 156.0
01\4..\0“\ H‘ ‘h T “!‘ \“‘\ “‘ \H T ‘\ T “\ T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #193303: Dodecane, 1-iodo-
57.0
e o
14.00 14.50
5000 m/z 41.20 63.65%
9.0 1550
I 8 0 B Z NN
m/z--> 50 100 150 200 250
Abundance #232319: Octyl tetradecyl ether —— —
57.0 14.00 14.50
m/z 55.15 50.73%
5000
97.0
olzsol LU a0 a0 I
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Sulfurous acid, 2-ethylhexy... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

16.409 4.20 ng 81751  Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 53
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 50
3 Undecane, 6-ethyl- 184 C13H28 017312-60-6 47
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 47
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 46

Abundance Scan 2276 (16.409 min): BG049813.D\data.ms (-2271) (- m/z 71.15 100.00%
71.2

5000 411
184.3

-

113.3

rerellall m/z 57.20 99.93%
miz—> 20 40 60 80 100120140160180200220240260280

Abundance #176404: Hexadecane, 2,6,11,15-tetramethyl-
43.0

o

.

5000
16.50
85.0 m/z 43.15 76.86%
1270 169.0
I h‘ | u‘ | 198.0 238.0267.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester

o

%

57.0
——
16.50
5000 m/z 41.15 43.85%
85.0
ol L, s
owm_mmmWwmWmWww_ww_wm‘,W,H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59036: Undecane, 6-ethyl- —r
57.0 16.50
m/z 184.25  36.16%
5000

85.0
710, | |1 se™? i
| M‘h 126.0 \ 184.0 g Tl WYY

L -
miz—> 20 40 60 80 100120140 160180200220 240260280 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl6.550 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.550 10.11 ng 196568  Phenanthrene-die 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 38
2 Octadecane 254 C18H38 000593-45-3 38
3 Hexadecane 226 C1l6H34 000544-76-3 38
4 Octadecanamide 283 C18H37NO 000124-26-5 38
5 Dodecane 170 C12H26 000112-40-3 38

Abundance Scan 2300 (16.550 min): BG049813.D\data.ms (-2288) (- m/z 57.20 100.00%
57.2

1650 |
210.2 254.3 K :
oL, 301 m/z 43.25 92.98%
miz--> 50 100 150 200 250 300
Abundance #33077: Undecane
57.0
5000

—
16.50
m/z 59.15 59.16%

i

O 1\5.\0“\ ‘\‘ ’ “‘\ ‘! ?9“‘-0\“ T ‘\ \1?‘6\'9 T T ‘ T T T T ’ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #141057: Octadecane
57.0
16.50
5000 ITI/Z 71.25 58.04%
99.0
ol2s0) Ly [ |} 1410 1830 22102500
m/z--> 50 100 150 200 250 300
Abundance #107220: Hexadecane T
57.0 16.50
m/z 41.15 42.47%
o meyMwJLM/\MWWMWMWWW
99.0
oo | 1|11, 110 1aso 260 -
m/z--> 50 100 150 200 250 300 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Oxybis(propane-1,2-diyl) di... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.171 47.97 ng 933053  Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 50
2 Ethanedione, diphenyl- 210 C14H1002 000134-81-6 43
3 Benzoic acid, 3-methylphenyl ester 212 C14H1202 1000357-80-0 43
4 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 43
5 1,2-Bis(benzoyloxy)benzene 318 C20H1404 000643-94-7 38

Abundance Scan 2576 (18.171 min): BG049813.D\data.ms (-2559) (-  m/z 105.15 100.00%

105.2
5000 77.2 163.2
— —
51.1 197 18.00 18.50
O ettt Foo b e o 2283 m/z 163.20  45.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0 /
5000 — S
18.00 18.50
77.0 m/z 77.15 40.24%
0/127.0 ‘51"0 ‘ | 1350 | 207.0
‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #87468: Ethanedione, diphenyl-
105.0
— —
18.00 18.50
77.0 o
5000 ITI/Z 51.15 8.61%
51.0
| ‘ 152.0 210.0
Ot e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89990: Benzoic acid, 3-methylphenyl ester —rth —
105.0 18.00 18.50
m/z 106.15 6.68%
5000
77.0
212.0
0270 %10 ] ]
e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.00 18.50

8270-BGO8Q321.M Fri Aug 13 10:54:58 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknownl8.324 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.324 41.21 ng 801586  Phenanthrene-die 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glyoxylamide, N-phenyl- 163 C9HIONO2 032331-52-5 47
2 N-(2-Methyl-4-nitrophenyl)benzamide 256 C14H12N203 104478-92-4 38
3 Methanone, (5,6-dimethyl-1H-thie... 256 C14H12N20S 1000350-07-2 35
4 Cyclobutyl phenyl ketone 160 C11H120 005407-98-7 35
5 Thiobenzoic acid, S-n-butyl ester 194 C11H140S 007269-35-4 35

Abundance Scan 2602 (18.324 min): BG049813.D\data.ms (-2592) (-  m/z 105.15 100.00%
1

05.2
163.3
5000
57.3
— P
18.00 18.50
192.3
oy ‘1“‘%“ bk T, 22732564 m/z 163.25 57.57%
miz--> 50 100 150 200 250
Abundance #39043: Glyoxylamide, N-phenyl-
120.0 168.0
5000/ 430 77.0 —a — /L
18.00 18.50
‘ ‘ m/z 77.15 40.77%
O\\\‘\‘“‘\”h\‘\\”‘\\‘\\‘\‘\\\’\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #142848: N-(2-Methyl-4-nitrophenyl)benzamide
105.0
— o
18.00 18.50
5000 m/z 57.25  28.74%
51.0
NELERa 151.0180.0209.0 2560
R e e
miz--> 50 100 150 200 250
Abundance #142922: Methanone, (5,6-dimethyl-1H-thieno[2,3-d]imid: P e
105.0 18.00 18.50
m/z 43.20 26.10%
5000
51.0 256.0
0 \‘ | Al 1510 L
; e - — —r
miz--> 50 100 150 200 250 18.00 18.50

8270-BGO8Q321.M Fri Aug 13 10:54:59 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Phenyl(2-phenyl-1,3-dioxola... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.476 130.27 ng 2534030 Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 83
2 1-Triazene, 3,3-dimethyl-1-phenyl- 149 C8H11N3 007227-91-0 78
3 3,4-Pyridinedicarboxylic anhydride 149 C7H3NO3 004664-08-8 64
4 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
5 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C28H2206 1000366-99-4 59

Abundance Scan 2628 (18.476 min): BG049813.D\data.ms (-2617) (-  m/z 105.15 100.00%

106.2
149.2
5000
=

51‘-1 18.50
ottt 1983 2378 34l p/7 149.15  65.98%
mlz--> 50 100 150 200 250 300
Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m
149.0
105.0
5000 RN
18.50

m/z 77.15 57.53%

0 51.0 | || | | 197.0 239.0

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz--> 50 100 150 200 250 300

Abundance #27215: 1-Triazene, 3,3-dimethyl-1-phenyl-
77.0

1850
5000 m/z 51.15 13.66%

39# 14?.0
oriitipd b 4
miz-> 50 100 150 200 250 300
Abundance #27186: 3,4-Pyridinedicarboxylic anhydride

105.0 18,50
50.0 m/z 106.15 8.51%

5000 149.0 //\\kr//\//\mw/Ak
ol30 || | |

m/z--> 50 100 150 200 250 300 1850

8270-BGO8Q321.M Fri Aug 13 10:55:00 2021 Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Morpholine, 4-phenyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.676 10.04 ng 195312  Phenanthrene-die 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 64
2 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 59
3 1,2-Propanedione, 1-phenyl-, 2-o0... 163 C9H9NO2 000119-51-7 45
4 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 43
5 N-Benzoyl_L-phenylalaninol 255 C16H17N02 004503-96-2 27

Abundance Scan 2662 (18.676 min): BG049813.D\data.ms (-2654) (-  m/z 105.15 100.00%

105.2
163.2
5000 77.2
1850  19.00
43. 207.2 : : .
O 389 L POT2 2885 e 15 75.61%
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0 /\
5000 T ‘ T T T T ‘ T
77.0 18.50 19.00
m/z 77.15 42.68%
132.0
O\H\‘\M\“S\q}.\()“\‘\\”‘\\‘\\"\\\“\\1\‘\H\‘w\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160 180200 220 240
Abundance #39043: Glyoxylamide, N-phenyl-
120.0 0
= —
18.50 19.00
5000 43.0 77.0 m/Z 106.15 9.91%
O ettt ey
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #39099: 1,2-Propanedione, 1-phenyl-, 2-oxime == ey
105.0 18.50 19.00
m/z 51.15 7.41%
77.0
5000
41.% 163.0
040, b reeer b e e S —
m/z--> 20 40 60 80 100120140160 180 200220240 18.50 19.00

8270-BGO8Q321.M Fri Aug 13 10:55:02 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.516 33.58 ng 653250  Phenanthrene-die 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 86

Abundance Scan 2805 (19.516 min): BG049813.D\data.ms (-2798) (- m/z 57.20 100.00%
57.2

10.50 |
141.3 .
ob—d .k w““ u‘u“‘ L1833 24132844 m/z 43.25 80.07%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —— |
19.50
m/z 71.25 74.23%
ok b H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
R \
19.50
5000 ITI/Z 85.25 53.24%
Lm0z
m/z--> O 100 150 200 250 300 350
Abundance #275537: Hexacosane T ‘
57.0 19.50
m/z 41.15 33.80%
- va/\/\’W\
T L e R ——
m/z--> 50 100 150 200 250 300 350 19.50

8270-BGO8Q321.M Fri Aug 13 10:55:03 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.415 33.11 ng 739875 Chrysene-d12 21.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2958 (20.415 min): BG049813.D\data.ms (-2951) (-  m/z 57.25 100.00%
571.3

— T
“ 13.2 693 20.50
ol d b AL 1093 239.2 3096358.1 429 ., 4325  g1.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 T
20.50
m/z 71.20 72.74%
0 ‘ ‘ H\ ] h n‘ \\ | 169 0 225.0 296.0
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
T
20.50
5000 ITI/Z 85.25 50.87%
0 | b b \‘\ I n‘ “\ ! \6\99 2250 281.0 337.0 42?'0
T B B LA R i B o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane —
57.0 20.50
m/z 41.25 34.51%
- A/%/Lﬂ
13.0
0 ‘ ‘ h\ \ 1\‘ h‘ A | 17690 225.0 295.0 367.0
e A A T e T T —
m/z--> 0 100 150 200 250 300 350 400 20.50

8270-BGO8Q321.M Fri Aug 13 10:55:03 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Tridecane, 6-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.196 34.28 ng 766014 Chrysene-d12 21.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 C16H34 055045-10-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 3091 (21.196 min): BG049813.D\data.ms (-3085) (- m/z 57.25 100.00%
57.3
— —
‘ 211 3 21.00 21.50
ol 4 ¥ JM 1993 2lLS  800.4355.8408.1452  n/z 43.20  75.77%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #107222: Tridecane, 6-propyl-
43.C
5000 — —
21.00 21.50
m/z 71.25 64.54%
126.0 1830
O\\J“”‘\“‘\d‘“\h\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
—T —
21.00 21.50
5000 m/z 85.20 48.24%
0 ‘ \L‘ “\ \‘\\1' h‘ d 1169 0 225.0 295.0 367.0
i R o
miz--> 50 100 150 200 250 300 350 400 450
Abundance #246483: Tetracosane T —
57.0 21.00 21.50
m/z 55.15 30.35%
- ’\/VW\JL“\
oLl L0 o0 swo T
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50

8270-BGO8Q321.M Fri Aug 13 10:55:04 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Diethylene glycol dibenzoate Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.431 6.54 ng 146074 Chrysene-d12 21.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 78
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 78
3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 78
4 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 72
5 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72

Abundance Scan 3131 (21.431 min): BG049813.D\data.ms (-3127) (- m/z 105.15 100.00%
105.2
—=
T 179.2 : 2150
Obrrebthr o 1792 2452 3073 3864 486. . 149 15 52.86%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #216951: Diethylene glycol dibenzoate
105.0
5000 ]
21.50
m/z 77.15 51.42%
51.0
179.0
O\\\\i‘\l“\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-ylymethanol, m
149.0

N

—T
21.50

5000 m/z 51.10 12.74%
77.0

239.0
. —

miz—> 0 50 100 150 200 250 300 350 400 450

Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0 21.50

m/z 106.15 8.22%

-

5000
77.0

=

ol260 |||

\\\‘\‘\‘\“\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 21.50

8270-BGO80321.M Fri Aug 13 10:55:05 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.089 38.64 ng 863438 Chrysene-d12 21.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptacosane 380 C27H56 000593-49-7 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexatriacontane 507 C36H74 000630-06-8 91

Abundance Scan 3243 (22.089 min): BG049813.D\data.ms (-3235) (- m/z 57.20 100.00%
571.2

T T T
‘ ]11 183.3 239.4 ! 22.00
o ALITIT, 1833230420563514 4246 498! 1) 4350 77.22%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
5000 —
22.00
m/z 71.25 65.41%
113.0
‘ |\‘“ 169.0 225 0 282.0
O\‘\‘\‘\\\‘\‘\‘\\f“\'\\‘\’f\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
T T \
22.00
5000 ITI/Z 85.20 49.,60%
oL ||| 11301600 22502810 3800
H"H“_“w“H,‘H"H“_“w“u“u“u“_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane T
57.0 22.00
m/z 41.20 29.07%
B —M/\\w
113.0
0 “ |H“ \1‘116.902250 295.0 367.0
A A A e e e e —— ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00

8270-BGO80321.M Fri Aug 13 10:55:05 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Tridecane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.099 35.57 ng 794668 Chrysene-d12 21.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 3415 (23.100 min): BG049813.D\data.ms (-3406) (- m/z 57.20 100.00%
571.2

—

5000
‘ ﬂ 3.2 1833 23.00 23.50
N “m‘ bdgmoiy . 20748234 3993 457.6 /7 43.20  75.91%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — —
23.00 23.50
m/z 71.25 72.09%
183.0
113.0
O\\‘”\H\‘\l\“\“\‘\‘\\‘\\\‘\‘\\\\‘\\\?"1\0\(\)\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #262013: Pentacosane
57.0
T —
23.00 23.50
5000 ITI/Z 85.20 50.35%
113.0
0 I |\ \‘ h‘ u‘ [ 11\8\3 “0‘2390 295.0 352.0
LR e B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane T —
57.0 23.00 23.50

m/z 41.20 31.94%

- WMMWNMWMM/\WNMMWMWWP
]

| ‘\ h’ ﬂ‘ 1\ | 169 0 225 0 296 0

m/z--> 0 50 100 150 200 250 300 350 400 450 23.00 23.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.298 33.03 ng 789821 Perylene-di2 25.003
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 95
2 Heptadecane 240 C17H36 000629-78-7 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 (C28H58 000630-02-4 91
Abundance Scan 3619 (24.298 min): BG049813.D\data.ms (-3610) (-  m/z 57.25 100.00%
57.3
5000
—— —
‘ ‘ 93 leso 24.00 24.50
oL b ! M‘ Lo 211325322908 3413 n/z 71,25 72.51%
mlz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 eate e
24.00 24.50
9.0 m/z 43.25 71.80%
oL L LL) 114018302250 2950 3520
\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
—— —
24.00 24.50
5000 m/z 85.25 49,53%
9.0
olsg ||| [ om0 200
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 24.00 24.50
m/z 55.15 27.18%
5000
9.0
oL bl 14101830 %0961 03230
e w2 A m e S S P —
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Heptadecane, 2,6,10,15-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

25.725 28.04ng 670413 Perylene-di2 25.003

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44

2 Hexadecane, 5-butyl- 282 C20H42
3 Heneicosane, 11l-decyl- 437 C31H64
4 Tetratetracontane 619 C44H99
5 Octacosane 394 (C28H58

Abundance Scan 3862 (25.725 min): BG049813.D\data.ms (-3851) (-
57.3

5000

1133, 1963 2533 32743814 462,
I

R e N R

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

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

o

054833-48-6 93
006912-07-8 90
055320-06-4 90
007098-22-8 90
000630-02-4 90

m/z 57.25 100.00%

-

— —
25.50 26.00
m/z 43.20 74.85%

-

5000 — e
25.50 26.00
m/z 71.20 74.61%
113.0
ol HALITT, 1830 239.0 296.0
‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176389: Hexadecane, 5-butyl-
43.0
e M
25.50 26.00
5000 m/z 85.25 52.26%
126.0 225.0
I S SO DU S—
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #320594: Heneicosane, 11-decyl- T e
57.0 25.50 26.00
m/z 41.15 25.71%
5000
295.0
13.0 ‘
oL PPase0zeso | asso.

m/z--> 0 50 100 150 200 250 300 350 400 450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
27.394 19.04 ng 455191 Perylene-di2 25.003
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 87
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
4 Hexatriacontane 507 C36H74 000630-06-8 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 4146 (27.394 min): BG049813.D\data.ms (-4138) (- m/z 57.25 100.00%
57.3

. W“»wmwwwf/\\”“mmeww
2700 2750
1553 207.2 : .
ol w“w”, J“uh s b EBIL 9583 403 o 43,00 76.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158598: Nonadecane
57.0
5000 — —
27.00 27.50
m/z 71.15 65.43%
O \“\ \“‘ ““ \H‘\ML \“‘ \1\4\]-‘()\1\8\3\(‘)\ 1T ‘2\6\8 \0\ ‘ LU ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #306637: Eicosane, 1-iodo-
57.0
— —
27.00 27.50
5000 ITI/Z 85.25 49.,91%
9.0
155.0 281.0
oLl bl | [ 1101000300280
m/z--> 50 100 150 200 250 300 350 400
Abundance #123971: Tetradecane, 2,6,10-trimethyl- “ —
57.0 27.00 27.50
m/z 41.25 24.14%
- WWMMM
113.0155.0
o W e
m/z--> 50 100 150 200 250 300 350 400 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Tetracosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
29.450 4.65 ng 111186 Perylene-di2 25.003
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 81
2 Tetracosane 338 (C24H50 000646-31-1 80
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 80
4 Tetratetracontane 619 C44H99 007098-22-8 80
5 Nonadecane 268 C19H40 000629-92-5 74
Abundance Scan 4496 (29.450 min): BG049813.D\data.ms (-4486) (- 57.20 100.00%
57.2
2000 MvwwWMij/\\&MMWWwa
125.2 29 50
191.2

0l 1“ i ‘w‘um‘ \“‘“NH\ i pll L 23?‘32‘9? 1345‘ 1 — ‘427 43.20 68.61%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane

57.0
5000
29 50

71.20  56.82%

| H\ j 1‘ |0 ]769 0 2250 296.0
‘\\\\[\\1\‘\\\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0

o

29 50
5000 85.15 50.30%
o LTI 000 20 sm0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194594: Eicosane, 2-methyl-
57.0 29 50

55.20  26.25%

253.0
13.0
020 h‘ h\ \‘\]1 169.0
LA Lt B By [ -

L -
m/z--> 0 50 100 150 200 250 300 350 400 29.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49813.D

Acqg On : 12 Aug 2021 11:36
Operator : CG/JU

Sample : M3346-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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... 3.132 15.0 ng 115814 1  8.032 154563 20.0
Dodecane, 2,6,1... 11.868 5.4 ng 70473 2 10.851 262276 20.0
Hexadecane, 2,6... 13.207 5.4 ng 85443 3 14.687 314735 20.0
Undecane 14.153 5.1 ng 80799 3 14.687 314735 20.0
Sulfurous acid,... 16.409 4.2 ng 81751 4 17.442 389037 20.0
unknownl6.550 16.550 10.1 ng 196568 4 17.442 389037 20.0
Oxybis(propane-... 18.171 48.0 ng 933053 4 17.442 389037 20.0
unknown18.324 18.324 41.2 ng 801586 4 17.442 389037 20.0
Phenyl(2-phenyl... 18.476 130.3 ng 2534030 4 17.442 389037 20.0
Morpholine, 4-p... 18.676 10.0 ng 195312 4 17.442 389037 20.0
Octacosane 19.516 33.6 ng 653250 4 17.442 389037 20.0
Heneicosane 20.415 33.1 ng 739875 5 21.719 446880 20.0
Tridecane, 6-pr... 21.196 34.3 ng 766014 5 21.719 446880 20.0
Diethylene glyc... 21.431 6.5 ng 146074 5 21.719 446880 20.0
Eicosane 22.089 38.6 ng 863438 5 21.719 446880 20.0
Tridecane, 1-iodo- 23.099 35.6 ng 794668 5 21.719 446880 20.0
Pentacosane 24.298 33.0 ng 789821 6 25.003 478195 20.0
Heptadecane, 2,... 25.725 28.0 ng 670413 6 25.003 478195 20.0
Nonadecane 27.394 19.0 ng 455191 6 25.003 478195 20.0
Tetracosane 29.450 4.7 ng 111186 6 25.003 478195 20.0
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