LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52

Operator : CG/JU

Sample : M2163-01 :

Misc : TT-059-RW8-IDWS0O-202104-1

ALS vial : 5 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-BG041421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO48878.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.114 296 302 308 rVvB2 21871 31766 2.03% 0.343%
2 5.596 375 384 393 rBV 306419 497963 31.86% 5.377%
3 7.212 651 659 669 rBV 321267 554542 35.48%  5.988%
4 8.040 793 800 807 rvB2 84809 138610 8.87% 1.497%
5 9.209 991 999 1007 rBV 220851 378926 24.24%  4.092%
6 10.860 1273 1280 1289 rVB 105114 183843 11.76% 1.985%
7 13.305 1689 1696 1702 rVB 548534 818650 52.37%  8.841%
8 13.563 1734 1740 1744 rBV3 16266 25192 1.61% 0.272%
9 14.127 1830 1836 1842 rBV3 13664 20949 1.34% 0.226%
10 14.685 1925 1931 1940 rVB 176333 258703 16.55% 2.794%
11 16.178 2175 2185 2197 rBV 398209 618832 39.59% 683%

6
12 16.853 2280 2300 2301 rBV 71456 257470 16.47% 2
13 17.130 2331 2347 2369 rVB2 123037 666129 42.62%  7.194%
14 17.370 2369 2388 2396 rBvV2 350510 1563106 100.00% 16.
3

15 17.435 2396 2399 2409 rVB 218870 323557 20.79% 494%
16 17.641 2424 2434 2438 rBV2 21088 60417 3.87% 0.652%
17 18.734 2611 2620 2632 rBV5 21215 64759 4.14% 0.699%
18 19.868 2805 2813 2822 rBV4 38526 93104 5.96% 1.005%
19 20.044 2837 2843 2849 rVB 1120839 1401258 89.65% 15.132%
20 20.737 2955 2961 2968 rvv4 39878 88282 5.65% 0.953%
21 21.342 3059 3064 3072 rBV3 57396 105478 6.75% 1.139%
22 21.430 3075 3079 3083 rVB3 12311 21812 1.40% 0.236%
23 21.601 3102 3108 3117 rVB4 46413 89463 5.72% 0.966%
24 21.718 3120 3128 3135 rVB2 229487 364815 23.34% 3.940%
25 22.600 3273 3278 3287 rVB5 26871 67076 4.29% 0.724%
26 23.781 3473 3479 3488 rVB5 27755 65769 4.21% 0.710%
27 24.027 3517 3521 3527 rVB6 17261 35654 2.28% 0.385%
28 25.003 3674 3687 3698 rVB2 136085 402189 25.73% 4.343%
29 25.185 3714 3718 3721 rBV5S 9546 18501 1.18% 0.200%
30 26.154 3874 3883 3891 rBV1e 13654 43329 2.77% 0.468%
Sum of corrected areas: 9260144
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52

Operator : CG/JU

Sample : M2163-01 :

Misc : TT-059-RW8-IDWS0O-202104-1

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048878.D\data.ms
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400000
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8.040 10.860

5.114
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG048878.D\data.ms

20.044
1000000

800000

60000013 305

400000 16.178 17.370

17/435 21.718

14.685
200000 1713

16.853 21,
13,563 14.127 7.641 18.734 19.86 20737 5t 22800

Time--> 13 50 14.00 1450 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: BG048878.D\data.ms
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600000
400000
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0‘\\\\‘\\\V\“T\\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG@42621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52
Operator : CG/JU

Sample : M2163-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.114 4.58 ng 31766 1,4-Dichlorobenzene-d4 8.046

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 28
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Propane, 1-isocyanato-2-methyl- 99 C5H9NO 001873-29-6 10
4 Propylamine 59 C3HOSN 000107-10-8 9
5 Butane 58 C4H1e 000106-97-8 9

Abundance Scan 302 (5.114 min): BG048878.D\data.ms (-296) (-) m/z 43.10 100.00%

43.1
5000
101.0
‘ 395.8 4.80 5.00 5.20 5.40
o SR8 gz s9.10 49.41%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8184: 2-Pentanone, 4-hydroxy-4-methyl-

43.0

5000 bbbt
4.80 5.00 5.20 5.40
m/z 101.00 20.31%
H 101.0
0 ‘WWH”‘“‘W““v‘H‘\““\““\H“\““!“‘
miz-> 0 50 100 150 200 250 300 350 400
Abundance #4030: 2,3-Butanedione, monooxime
43.0
SR LALARRAREARARRS
4.80 5.00 5.20 5.40
5000 m/z 48.95 11.17%
101.0
ot
miz—> 0 50 100 150 200 250 300 350 400
Abundance #3518: Propane, 1-isocyanato-2-methyl-
43.0 4.80 5.00 5.20 5.40
m/z 42.00 10.02%
5000
‘ 99.0
0 ‘JM\“A‘”“““!‘”‘\““\““\”“\““r“‘
m/z--> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52

Operator : CG/JU

Sample : M2163-01 :

Misc : TT-059-RW8-IDWS0O-202104-1

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 (3-Phenyloxiran-2-yl)methyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.853 15.91 ng 257470  Phenanthrene-die 17.435
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 59
2 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 56
3 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S 067714-34-5 47
4 Benzoic acid 5-methyl-2-phenyl-2... 278 C17H14N202 056159-67-2 47
5 1H-Pyrazole-4-carboxylic acid, 5... 275 C13H13N304 1000315-85-0 47

Abundance Scan 2300 (16.853 min): BG048878.D\data.ms (-2280) (-  m/z 105.05 100.00%
105.1

=

5000 77.0 163.0
— —F
e 193.0 — 16.50 17.00
O bbbt e o2 M/z 77.85  43.04%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
5000 - L
770 163.0 16.50 17.00
' m/z 163.00 40.89%
o300 | | 1350 | 254.0
‘\\H’HH‘HH‘\H\‘\\H’HH‘\H\‘H\\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #33139: Benzamide, N-acetyl-
105.0
— ——
16.50 17.00
5000 77.0 ITI/Z 51.00 10.53%
163.0
43.0
I
Otprrrr byt trpberr el prerep e e
m/z--> 20 40 60 80 100120140160 180200 220240260

Abundance #80542: 3-(Benzoylthio)-2-methylpropanoic acid — —p
105.0 16.50 17.00

m/z 105.90 9.07%

5000
77.0

=3

41.

Owﬁwwﬂww”‘ \

m/z--> 20 40 60 80 100120140160180 200220240260 16.50 17.00

| 149.0 196.0224.0 )
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52

Operator : CG/JU

Sample : M2163-01 :

Misc : TT-059-RW8-IDWS0O-202104-1

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Benzamide, N-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.130 41.18 ng 666129  Phenanthrene-die 17.435
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 72
2 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 59
3 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 53
4 1H-Benzimidazole, 2,3-dihydro-1,... 328 C21H16N202 1000262-54-9 47
5 1,3-Phenylenedibenzoate 318 C20H1404 000094-01-9 47
Abundance Scan 2347 (17.130 min): BG048878.D\data.ms (-2331) (- m/z 105.00 100.00%
105.0
163.0
5000
51.0 5.7‘06 5.7‘56
' 207.1 : :
ol b L Sm 8185 STLU /7 163.00  60.74%
miz--> 50 100 150 200 250 300 350
Abundance #32814: Benzamide, N-propyl-
105.0
5000 — et
17.00 17.50
163.0 m/z 77.10  44.21%
51.0 ‘
O\\\\‘i‘\\“\\‘\\‘\“\‘\”\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
— —
17.00 17.50
5000 m/z 50.95 10.19%
163.0
51.0
ol Ll ‘ 254.0
et
miz--> 50 100 150 200 250 300 350
Abundance #32818: Morpholine, 4-phenyl- o —
105.0 17.00 17.50
m/z 106.05 8.21%
163.0
5000
51.0
0l et e e ke e
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52

Operator : CG/JU

Sample : M2163-01 :

Misc : TT-059-RW8-IDWS0O-202104-1

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.371 96.62 ng 1563110 Phenanthrene-d10 17.435
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 78
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
3 3,4-Pyridinedicarboxylic anhydride 149 C7H3NO3 004664-08-8 64
4 1,3,4-Oxadiazin-6-one, 5-isoprop... 216 C12H12N202 173973-78-9 47
5 Benzoyl isothiocyanate 163 C8HS5NOS 000532-55-8 47

Abundance Scan 2388 (17.370 min): BG048878.D\data.ms (-2369) (-  m/z 105.00 100.00%

105.0
5000
o -
5ﬁ-1 17.00 17.50
Ot 20235 Mz 149.00  66.03%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #156211: Diethylene glycol dibenzoate
105.0
5000 — P
17.00 17.50
510 m/z 77.85 58.72%
L1, 1630 2380 3140
O’\\\\‘\\\\‘\\\\1\f\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0

N

- —
17.00 17.50

5000 m/z 51.10  13.41%
77.0

I

|

N

Oy
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #23486: 3,4-Pyridinedicarboxylic anhydride - el

105.0 17.00 17.50
50.0 m/z 105.95  7.59%
) M/\

o,‘Hiﬁui‘_‘“p"w“‘w“u“u“w“‘u“w“w‘ P s

m/z--> 0 50 100 150 200 250 300 350 400 450 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52

Operator : CG/JU

Sample : M2163-01 :

Misc : TT-059-RW8-IDWS0O-202104-1

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Morpholine, 4-phenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.641 3.73 ng 60417  Phenanthrene-die 17.435
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 59
2 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 59
3 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 56
4 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 56
5 Benzonitrile, 2,3-dimethoxy- 163 C9HINO2 005653-62-3 45

Abundance Scan 2434 (17.641 min): BG048878.D\data.ms (-2424) (- m/z 105.00 100.00%

105.0 163.1
5000
510 —= —
Lol 200.1 2526 341.¢ 17-50 18'000
0 et e e e iy m/z 163.10 91.42%
miz--> 50 100 150 200 250 300
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000 == oot
17.50 18.00
m/z 77.05 43.40%
51.0
150 | | | |
O\\‘\‘\‘i\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #33146: Glyoxylamide, N-phenyl-
120.0 163.0
—T= ™
17.50 18.00
5000 43.0 m/z 51.05 11.73%
07'4
m/z--> 50 100 150 200 250 300
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoz et L
105.0 17.50 18.00
m/z 164.00 9.34%
163.0
5000
59.0 207.0 /MM
0 wll d B 343.I L ) ly o i

=t
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52
Operator : CG/JU

Sample : M2163-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.734 4.00 ng 64759  Phenanthrene-die 17.435
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 80
2 Octacosane 394 (C28H58 000630-02-4 72
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 72
4 Nonadecane 268 C19H40 000629-92-5 72
5 10-Methylnonadecane 282 C20H42 056862-62-5 64
Abundance Scan 2620 (18.734 min): BG048878.D\data.ms (-2611) (- m/z 57.10 100.00%
57.1
5000
oAt At/
‘ ‘ ‘ 155.1 239.2 18.50 19.00
om\“‘JukH“UM,HJH‘MM,Hmw‘wwwwm_mw m/z 71.10 87.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000
18.50 19.00
m/z 43.10 87.00%
obd ‘ |1270197.0267.0337.0  463.0 5610
HH‘\\\\‘\H\’\\H‘T\H’H\\‘\\HTHT!‘W}H[H\\‘\TH‘HH‘\T\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
18.50 19.00
5000 m/z 85.10 58.82%
ol L 127.0197.0 281.0  394.0
A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #152416: Tridecane, 1-iodo-
57.0 18.50 19.00
m/z 55.05 24.23%
5000
‘ 183.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52

Operator : CG/JU

Sample : M2163-01 :

Misc : TT-059-RW8-IDWS0O-202104-1

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 10-Methylnonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.868 5.10 ng 93104 Chrysene-d12 21.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 86
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 86

Abundance Scan 2813 (19.868 min): BG048878.D\data.ms (-2805) (- m/z 57.10 100.00%
57.1

o ,//\W/\ww
9.2 I —
\ ‘mh HH 1500 2023 253.2 i .
b sl L e T m/z 43.18 80.16%
miz--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57.0
5000 o —
19.50 20.00
9.0 154.0 m/z 71.10 67.66%
O T \“‘\ ‘\““\Hh‘ \‘H‘\“‘ \H\“\ T “‘\ T ‘ LI \‘2§7\\()\ ‘ L ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
19.50 20.00
5000 m/z 85.10 56.77%
9.0
o150 ) || | 14191830225.026703000 3601
R B T A LA e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0 19.50 20.00
m/z 41.05 27.31%
5000
L e e L B B e e — —
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52

Operator : CG/JU

Sample : M2163-01 :

Misc : TT-059-RW8-IDWS0O-202104-1

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

20.737 4.84 ng 88282 Chrysene-d12 21.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 81
2 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 74
3 Hentriacontane 437 C31H64 000630-04-6 74
4 2-methyloctacosane 408 C29H60 1000376-72-8 72
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 72

Abundance Scan 2961 (20.737 min): BG048878.D\data.ms (-2955) (-  m/z 43.05 100.00%

43.(
5000
9.0 P e
Ob ikl | Ly b by L m/z 57.85 96.30%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #38315: Dodecane
57.0
5000 e —
20.50 21.00
m/z 71.10 86.13%
170.0
oL L | 1220 17
TTT ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester

=

43.0
= —
20.50 21.00
5000 ITI/Z 85.05 67.75%
7.0
Ll o
o S v —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #223852: Hentriacontane VM"VMMY“ ——
57.0 20.50 21.00
m/z 41.05 43.91%
5000
113.0
oL L] 1902250 30903650 437.0
e o A e e B R — —
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO42621\

Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52

Operator : CG/JU

Sample : M2163-01 g

Misc : TT-059-RW8-IDWS0-202104-1

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1-Heptacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.342 5.78 ng 105478 Chrysene-d12 21.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Heptacosanol

2 Octacosyl acetate

3 Triacontyl acetate

4 Triacontyl trifluoroacetate

5 Dotriacontyl trifluoroacetate

396 C27H560
452 (C30H6002
480 C32H6402
534 C32H61F302
562 C34H65F302

002004-39-9 91
018206-97-8 90
041755-58-2 87
1000351-75-7 83
1000351-75-4 83

Abundance Scan 3064 (21.342 min): BG048878.D\data.ms (-3059) (-

m/z 55.05 100.00%

55.0
5000 111.1
— —
M ‘ 165.9 226.0 283.1 21.00 21.50
of A bbbl Py m/z 43.05  90.41%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57.0
111.0
5000 — e
21.00 21.50
{ m/z 57.10 70.91%
O ll“ “h\h\ \()\‘2\2\2\\0‘2\7\\8\0‘\\\\‘3\7\\8\()‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
43.0 97.0
— —
21.00 21.50
5000 ITI/Z 41.05 69.09%
ol LURLL “1?§ ‘0‘209 0264.0320.0 392.0 4520
““““““ T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232691: Triacontyl acetate “ —
43.0 21.00 21.50
97.0 m/z 69.10 63.81%
) MV\»J\MW
ol N ‘1?§ 0 209.0 264.0 3340 4200 480,
i ‘H“_““““‘H R LA REa e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52

Operator : CG/JU

Sample : M2163-01 :

Misc : TT-059-RW8-IDWS0O-202104-1

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.601 4.90 ng 89463 Chrysene-d12 21.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Pentacosane 352 C25H52 000629-99-2 91
3 Tricosane 324 C23H48 000638-67-5 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 90
Abundance Scan 3108 (21.601 min): BG048878.D\data.ms (-3102) (-  m/z 57.10 100.00%
57.1
o '\DM/\JW
—— —
Um0, 2w e
oL H\\‘umm MHHH m‘u\.\‘u‘ ‘Mu L ““\‘H\‘ M G il m/z 71.1@ 79.23%
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 el il
21.50 22.00
9.0 m/z 43.10 68.55%
Ol\ \q\ “ “‘ \h‘\ h“ \H‘\]ﬂ \“ “\1;8\‘3\()‘?2\5\(\)‘ T \\29\6‘(\)\ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
—— —
21.50 22.00
5000 m/z 85.10 56.86%
9.0
4 L2 P e e
miz--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane T —
57.0 21.50 22.00
m/z 41.10 28.65%
5000
‘ ‘ ‘ ‘ 141.0 197.0 253.0 324.0
o"LJMwMm\wwwm_uw””_me i e
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52

Operator : CG/JU

Sample : M2163-01 :

Misc : TT-059-RW8-IDWS0O-202104-1

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Heptadecane, 2,6,10,14-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.600 3.68 ng 67076 Chrysene-d12 21.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 50
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 50
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 50
4 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 50
5 Heptadecane 240 C17H36 000629-78-7 46

Abundance Scan 3278 (22.600 min): BG048878.D\data.ms (-3273) (- m/z 57.10 100.00%

57.1
5000
P e
99.0 140.9 190.9 2678 3561 22.50 23.00
ol g Lol T PR, 7118 92.10%
miz--> 50 100 150 200 250 300
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
57.0
5000 —r —
22.50 23.00
m/z 43.10 37.36%
05— "‘ T ‘H‘ \“\il‘.]-\?\'c‘)\ f T \]\_8\‘3\0‘ T \2\5‘3\0\ \296‘(\) T
miz--> 50 100 150 200 250 300
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
P e
22.50 23.00
5000 m/Z 85.10 33.94%
113.0
Ll e
miz--> 50 100 150 200 250 300
Abundance #59900: Dodecane, 4,6-dimethyl- A —
57.0 22.50 23.00
m/z 55.00 28.13%
5000
‘ ‘ 130 o
AR S O M i T NN N
m/z--> 50 100 150 200 250 300 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52

Operator : CG/JU

Sample : M2163-01 :

Misc : TT-059-RW8-IDWS0O-202104-1

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Sulfurous acid, butyl dodec... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.781 3.27 ng 65769 Perylene-di2 25.003
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
2 Heneicosane 296 C21H44 000629-94-7 64
3 10-Methylnonadecane 282 C20H42 056862-62-5 64
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 64
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 64

Abundance Scan 3479 (23.781 min): BG048878.D\data.ms (-3473) (- m/z 57.05 100.00%
57.0

> MMWM
113.2 . —
H ‘ H 165.9 206.9 295.1 23.50 24.00
ob—— ‘H uuw‘h‘\H\‘ T FMTTIY [T — ‘m“’ m/z 85.10 53.28%
m/z--> 100 150 200 250
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57.0
5000 b —
23.50 24.00
m/z 71.10 47 .35%
99.0
0 \2\61\0‘!“ “‘\‘”h‘ \““\ H‘ \H T+ ‘1\6?(\)\ ‘2\2\1\0\ T
m/z--> 50 100 150 200 250
Abundance #141426: Heneicosane
57.0
23.50 24.00
5000 m/z 43.10 43.72%
‘ 99.0
41.0
02600 ||| 1) 140 1830 2250 296
m/z--> 50 100 150 200 250
Abundance #129494: 10-Methylnonadecane —— ——
57.0 23.50 24.00
m/z 41.10 30.36%
5000
99.0 154.0
NI L O P ™ 7S Al A
m/z--> 50 100 150 200 250 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52

Operator : CG/JU

Sample : M2163-01 :

Misc : TT-059-RW8-IDWS0O-202104-1

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknown26.15 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

26.154 2.15 ng 43329 Perylene-di2 25.003
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalane 422 C30H62 000111-01-3 32
2 Octadecane, 3-methyl- 268 C19H40 006561-44-0 25
3 Hexacosane 366 C26H54 000630-01-3 22
4 Tetratetracontane 619 C44H99 007098-22-8 22
5 Docosane, 1,22-dibromo- 466 C22H44Br2 034540-49-3 16

Abundance Scan 3883 (26.154 min): BG048878.D\data.ms (-3874) (- m/z 57.05 100.00%

57.0
5000
113.2
207.0 e —
M l 9. 267.1 34(‘) %3015 26.00 26.50
ol el b 1wz 4300 50.98%
miz--> 50 100 150 200 250 300 350 400
Abundance #219829: Squalane
57.0
5000 — e
113.0 26.00 26.50
239.0 m/z 85.10  42.63%
0 ‘\H | 1] \\ ‘\\ \‘\‘ 11 M‘ 2820 %79 4070
m/z--> 50 100 150 200 250 300 350 400
Abundance #117650: Octadecane, 3-methyl-
coe by -
26.00 26.50
5000 m/z 55.10  42.14%
‘ 13 0 239.0
miz-> 50 100 150 200 250 300 350 400
Abundance #194494:; Hexacosane T ——
57.0 26.00 26.50
m/z 83.00 38.59%
5000
13 0
oLl 1, 199 2250 s50 350
-— e o
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042621\
Data File : BGO48878.D

Acqg On : 26 Apr 2021 14:52
Operator : CG/JU

Sample : M2163-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.114 4.6 ng 31766 1 8.046 138610 20.0
(3-Phenyloxiran... 16.853 15.9 ng 257470 4 17.435 323557 20.0
Benzamide, N-pr... 17.130 41.2 ng 666129 4 17.435 323557 20.0
Diethylene glyc... 17.371 96.6 ng 1563110 4 17.435 323557 20.0
Morpholine, 4-p... 17.641 3.7 ng 60417 4 17.435 323557 20.0
Tetratetracontane 18.734 4.0 ng 64759 4 17.435 323557 20.0
10-Methylnonade... 19.868 5.1 ng 93104 5 21.718 364815 20.0
Dodecane 20.737 4.8 ng 88282 5 21.718 364815 20.0
1-Heptacosanol 21.342 5.8 ng 105478 5 21.718 364815 20.0
Heneicosane 21.601 4.9 ng 89463 5 21.718 364815 20.0
Heptadecane, 2,... 22.600 3.7 ng 67076 5 21.718 364815 20.0
Sulfurous acid,... 23.781 3.3 ng 65769 6 25.003 402189 20.0
unknown26.15 26.154 2.1 ng 43329 6 25.003 402189 20.0
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