LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

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

Signal : TIC: BGO49874.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.132 106 16 30 rVB 145467 265642 21.21% 2.681%
2 5.100 343 351 357 rBv2 20870 33821 2.70% 0.341%
3 5.582 426 433 442 rBV 450342 739599 59.06% 7.465%
4 7.198 700 708 720 rBV 474141 853806 68.18% 8.618%
5 8.026 842 849 856 rBV 106132 185272 14.79% 1.870%

6 9.195 1039 1048 1058 rBV 315878 574648 45.89% 5
7 10.611 1284 1289 1296 rBV2 24497 43763 3.49% ©
8 10.846 1322 1329 1338 rVB2 141806 256198 20.46% 2.586%
9 13.295 1738 1746 1754 rBV 683937 1090163 87.05% 11.
10 14.682 1976 1982 1988 rVB 198151 326789 26.09% 3

11 16.174 2230 2236 2245 rVB 678456 1035079 82.65% 10.447%

12 17.431 2445 2450 2459 rVB 240271 376249 30.04%  3.798%

13 18.083 2559 2561 2568 rVB8 11678 16080 1.28% 0.162%

14 18.312 2596 2600 2606 rBV5 39014 54786  4.37% ©.553%
1.

15 18.923 2696 2704 2705 rBv4 58395 126879 10.13%

16 20.039 2889 2894 2900 rBV 950725 1252357 100.00% 12.

17 20.121 2900 2908 2918 rVB2 127348 303107 24.20% 059%
18 20.344 2940 2946 2954 rVB7 36531 94262  7.53%
19 20.585 2983 2987 2991 rBV5 34636 48934  3.91% 494%
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20 21.038 3056 3064 3076 rVB2 149377 370194 29.56%

21 21.343 3112 3116 3123 rVB5 55996 101660 8.12%
22 21.425 3126 3130 3134 rVB 42391 58061 4.64%
23 21.713 3174 3179 3185 rVB2 236678 395068 31.55%

ON WO R
O
00
00
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24 22.019 3225 3231 3242 rVB2 116251 280370 22.39% 830%
25 22.500 3309 3313 3318 rBv4 30086 53157  4.24% 537%
26 23.182 3423 3429 3439 rVB4 113251 333989 26.67% 3.371%
27 24.586 3661 3668 3675 rVB3 71115 218157 17.42%  2.202%

28 24.985 3728 3736 3745 rVB 146729 419450 33.49% 4.234%

Sum of corrected areas: 9907540
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Aug 2021 12:24
: CG/JU
: M3412-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081721\
BGO49874.D

: 5 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@81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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 1
R.T. EstConc Area Relative to ISTD R.T.
3.132 28.68 ng 265642 1,4-Dichlorobenzene-d4 8.026

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 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
Abundance  Scan 16 (3.132 min): BG049874.D\data.ms (-10) (-) m/z 73.15 100.00%
5000
43.1 /\\
e
‘ 3.103.203.303.403.50
Obr el L1662 43,15 35.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN RN RN
43.0 3.103.203.303.403.50
‘ m/z 87.25 29.97%
O\\\\‘\u‘\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 80 100 120 140 160
Abundance #15764. 2,2,4—Trimethyl—3—pentanol
73.0
e
3.103.203.303.403.50
5000 55.0 m/z 55.15  24.22%
29 0
0 Hj ,97.0 115.0
“ A=
miz--> 80 100 120 140 160
Abundance #2104: Acetamide, N-ethyl- [ T PR T T
30.0 3.103.203.303.403.50
m/z 41.20 12.11%
5000 87.0
ol12p o J 590 |
el
m/z--> 20 40 60 80 100 120 140 160 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.100 3.65 ng 33821 1,4-Dichlorobenzene-d4 8.026

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 17
3 Butane 58 C4H10 000106-97-8 9
4 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 9
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 9

Abundance Scan 351 (5.100 min): BG049874.D\data.ms (-343) (-) m/z 43.10 100.00%

43.1
5000
101.3 e e
4.80 5.00 5.20 5.40
I “ “ 520.! o
O m/z 59.15 66.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e

4.80 5.00 5.20 5.40
m/z 101.25 22.71%

“ 101.0
O ‘\\‘U\H\‘l\\\‘\“l\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9235: 1,3-Dioxane, 4,4-dimethyl-
43.0
\\\‘\\\n\‘\\\\‘"\\\\‘\\\\
4.80 5.00 5.20 5.40
5000 m/z 58.10 13.92%
101.0
I 1111 P
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #263: Butane
43.0 4.80 5.00 5.20 5.40
m/z 41.15 12.46%
5000
o-+--v--rrrr—r—r—r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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@81721\
Data File : BG@49874.D

Acqg On : 17 Aug 2021 12:24

Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
: 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
le.611  3.42ng 43763 Naphthalene-ds 10.846
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 caHisos 000112-34-5 83

2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 74
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 15-Crown-5 220 C10H2005 033100-27-5 50
5 DL-Lactamide, butyl ether 145 C7H15NO2 1000452-56-5 50

Abundance Scan 1289 (10.611 min): BG049874.D\data.ms (-1284) (-
57.2

57.20 100.00%

5000 41.3
75.2
‘ 101.2 148.2 10.50 11.00
ol gl 202 1482 45.15  96.00%
miz--> 20 40 60 80 100 120 140
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
41.0 10.50 11.00
75.0 m/z 41.25 48.44%
101.0
O T \]-\9‘0\“ ‘\ \“‘M‘\ \‘!‘HH\ \‘H\ T U\ T T ‘ \1\3“2-\0‘ L
miz--> 20 40 60 80 100 120 140
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-
57.0
Wty Vet
10.50 11.00
5000 ITI/Z 75.15 22.40%
41 75.0
101.0
ssol Ll ), T o
miz--> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether I v L A‘ ‘ﬂ :
57.0 10.50 11.00
m/z 56.15 13.39%
5000
41.
75.0
o250 UL L . 110001180 lufi
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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 Pentadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.312 2.91 ng 54786  Phenanthrene-d10 17.431
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 80
2 n-Decanoic acid 172 C10H2002 000334-48-5 62
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 58
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 2600 (18.312 min): BG049874.D\data.ms (-2596) (-  m/z 43.25 100.00%

43.3
5000 129.2
5.2 185.3 — ——
‘ zT27.3 281.4 18.00 18.50
0 N“M”“NWW‘H‘,M i e m/z 55.15  88.84%
mlz--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
5000 129.0 — ——
29. 18.00 18.50
199.0 2420 m/z 73.15  80.45%
0 “‘ H“‘“‘ \\hHmM‘\ al ““‘ “ | L R B i
m/z--> 50 100 150 200 250 300 350
Abundance #46964: n-Decanoic acid
60.0
— ——
18.00 18.50
m/z 60.15 80.39%
5000 129.0
T
ol Ay 4y
miz--> 50 100 150 200 250 300 350
Abundance #170061: Decanoic acid, silver(1+) salt — ——
73.0 18.00 18.50
m/z 41.15 57.83%
155.0
5000
29. 115.
e “““‘ T e P P
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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, butyl hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.923 6.74 ng 126879  Phenanthrene-die 17.431
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 78
2 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 72
3 Heptadecane 240 C17H36 000629-78-7 59
4 Pentadecane 212 C15H32 000629-62-9 59
5 Tridecane 184 C13H28 000629-50-5 58

Abundance Scan 2704 (18.923 min): BG049874.D\data.ms (-2696) (-  m/z 57.25 100.00%
57.3

2000 Mv/\w
‘ ‘ 19.00
141.2 .
oLb— “ N MM \‘I \\Mh \H‘ s H‘h M s \\\\\2\2\\4 ?“‘2\‘8‘\\3“\?‘ ‘3‘4‘1‘4 — ‘1‘1:!_7” ITI/Z 71.15 74.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #271592: Sulfurous acid, butyl hexadecyl ester
57.0
5000 R
19.00
m/z 43.25 72.55%
11.0
O T \“\ | ‘ ‘“‘ \‘ \1“‘ \H\H\]rs‘l:)\(\)\ T ‘2\2\5\9‘ T \2\8\9‘0\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #170576: Sulfurous acid, 2-propyl undecyl ester
43.0
—
19.00
5000 m/z 85.20 52.42%
ol L L uml‘???"2‘199_ww_m_”
m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane 7
57.0 19.00
m/z 55.20 42.54%
o \M/MMMW
\‘” | ‘ 169.0  240.0
omm_wwu‘w‘w‘uwwm:_m_m_m‘m —r—
m/z--> 50 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.121 15.34 ng 303107 Chrysene-d12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetracosane 338 (C24H50 000646-31-1 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Octadecane 254 C18H38 000593-45-3 74

Abundance Scan 2908 (20.121 min): BG049874.D\data.ms (-2900) (-  m/z 57.25 100.00%

57.3
5000
‘ o2 2000 2050
141.21833 284.4 ' '
ol ‘Mw‘h “‘MM‘ Lirpiniinees 2844 3851 y; 43.20  74.27%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
20.00 20.50
m/z 71.25 70.98%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—— —
20.00 20.50
5000 ITI/Z 85.20 54.46%
9.0
oL Ll Hh‘ | | | 141.0183.0225.0267.0309.0 367.0
el e
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane 7 ——
57.0 20.00 20.50
m/z 55.15 32.94%
- WHMW/\\W‘MW
9.0
0 \‘ \‘\ i \“\ h\ h‘ H‘ 141 01783 0225 0267 O 338 O
e e e e P
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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 unknown20.345 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.345 4.77 ng 94262 Chrysene-d12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Citral 152 C10H160 005392-40-5 43
2 Geranyl bromide 216 C1OH17Br 006138-90-5 43
3 Ascaridole 168 C10OH1602 000512-85-6 38

4 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440
5 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42

Abundance Scan 2946 (20.344 min): BG049874.D\data.ms (-2940) (-
2

1000163-04-7 38
075581-03-2 38

m/z 69.15 100.00%

5000 Mwm%Jﬂwmw/&MwwmmWwa
2000 2050
0! m/z 63.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #29041: Citra
69.0
5000
2000 2050
m/z 149. 44.48%
137.0
O\\\\“I‘L‘H\‘ \“““\”\‘\“\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #93651: Geranyl bromide
69.0
2000 2050
‘ 137.0
miz--> 50 100 150 200 250 300 350 400
Abundance #42969: Ascaridole — —
69.0 20.00 20.50
m/z 137. 23.60%
5000
18.0 125.0
bbb, M‘\
m/z--> 50 100 150 200 250 300 350 400 2000 2050
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081721\
BG049874.D

: 17 Aug 2021 12:24

: CG/JU

: M3412-02

: 5 Sample Multiplier: 1

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

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

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 Dibenzo[b,e]thiepin-11(6H)-one Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
0.585  2.48ng 48934 Chrysene-diz 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Dibenzo[b,e]thiepin-11(6Hy-one 226 C1aHie0s 001531-77-7 83

2 Benzenamine, 4,4'-methylenebis[2... 226 C15H18N2
3 9H-Pyrido[3,4-b]indole, 7-methox... 226 C14H14N20
4 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2
5 1,3-Diamino-5,6-dihydro-9-methyl... 226 C13H14N4

Abundance Scan 2987 (20.585 min): BG049874.D\data.ms (-2983) (-

226.2
5000 165.3
63.1
o 281.1 3414 429.6484.
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #106800: Dibenzo[b,e]thiepin-11(6H)-one
226.0
5000
165.0
63.0
0 \\\‘\“I\l‘l‘\“lw"‘\']m‘]“ﬂ.\qw “‘W‘\Ji‘\\”‘\\‘\ T T T T T T T T I T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107122: Benzenamine, 4,4'-methylenebis[2-methyl-

5000

o

226.0

120.0

38.0 Loyl hJ$“

m/z--> 0

50 100 150 200 250 300 350 400 450

Abundance #106851: 9H-Pyrido[3,4-blindole, 7-methoxy-1,9-dimethy|

5000

226.0

113.0 168.
2 bkl k]

000838-88-0 58
143502-37-8 52
297758-19-1 52
037436-39-8 50

m/z 226.20 100.00%

—_—

‘ . ‘NI’\‘/W\A 4 ‘M»/\

20.50
m/z 165.25 43.71%

s

U
20.50
m/z 225.25 42.88%

-

20.50
m/z 139.20 16.15%

20.50
m/z 153.15 15.81%

T

o

0
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@81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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 Tetracosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.038 18.74 ng 370194 Chrysene-d12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Tricosane, 2-methyl- 338 C24H50 001928-30-9 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tricosane 324 C23H48 000638-67-5 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 3064 (21.038 min): BG049874.D\data.ms (-3056) (-  m/z 57.25 100.00%
571.3

N
‘ i 13.2 169 392191 ‘ 21.00
ob A bd UL 10932190 2831 3654 420 . 4350 69.21%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
5000 —
21.00
m/z 71.25 62.50%
13.0
0 uh\ 1‘\\ \‘ \‘ | 169 O L 2.25 0 281.0 33\8 0
‘\\\‘\\\‘\\\‘\\!\‘\\\\‘\\T\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #246490: Tricosane, 2-methyl-
43.0
N
21.00
5000 ITI/Z 85.25 46.34%
0 \1‘ ‘ “\\ %\ . 1950 211.0 2993410
- e A e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane 7
57.0 21.00
m/z 55.20 32.11%
5000
13.0
0 ‘ ‘ uh\ Ih\ \1 | | 1\6\9 0 225.0 295.0 367.0
A A A e S e —
m/z--> 0 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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 5-Octadecene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.343 5.15 ng 101660 Chrysene-d12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
2 Nonacos-1-ene 406 C29H58 018835-35-3 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
4 9-Octadecene, (E)- 252 C18H36 007206-25-9 89
5 1-Octadecene 252 C18H36 000112-88-9 83
Abundance Scan 3116 (21.343 min): BG049874.D\data.ms (-3112) (-  m/z 55.15 100.00%
55.1
5000 MN/\WWM
11.3
— ——
H HH‘ | 1632 5512 2812 3571 459 2100 2150
O+l m/z 43.20  99.96%
mlz--> 50 100 150 200 250 300 350 400
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 — ——
21.00 21.50
11.0 m/z 57.15 80.80%
0 \L‘\ ‘\“‘\h\ ‘\“h\““‘ }‘\\J‘\W:‘L\6§.\O\‘\\\2\5“2\.9\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #306022: Nonacos-1-ene
57.0
— ——
21.00 21.50
5000 11.0 m/z 69.15 74.52%
UL e
ol LLAMAR I ere
miz--> 50 100 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester — ——
43.0 21.00 21.50
m/z 41.20 63.71%
7.0
5000
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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 Diethylene glycol dibenzoate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.425 2.94 ng 58061 Chrysene-d12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 50
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 50
3 4-Acetylphenylbenzoate 240 C15H1203 001523-18-8 43
4 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 38
5 Phenacyl thiocyanate 177 C9H7NOS 005399-30-4 38

Abundance Scan 3130 (21.425 min): BG049874.D\data.ms (-3126) (-  m/z 105.15 100.00%

105.2
149.2
5000
51.1 ‘21‘50‘
' 2222 2813 3551 : :
0l b SEEA ST S A08 7 149,15 59.48%
mlz--> 50 100 150 200 250 300 350 400
Abundance #216951: Diethylene glycol dibenzoate
10504490
5000 1
21.50
m/z 77.15 57.34%
51.0
0 [ | 192.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
149.0 2150
5000 m/z 51.15 9.46%
o 5101 1 | 193.0236.0
b b e b SEERET
miz--> 50 100 150 200 250 300 350 400
Abundance #123484: 4-Acetylphenylbenzoate Wm : — me
105.0 21.50
m/z 150.15 7.59%
5000
51.0
ol llad 1 148019602400
e e e

m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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 Docosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.019 14.19 ng 280370 Chrysene-d12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Triacontane 422 C30H62 000638-68-6 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3231 (22.019 min): BG049874.D\data.ms (-3225) (- m/z 57.15 100.00%

57.1
5000
‘ 22.00 |
obrd. L " L \169‘3‘21‘4”3‘?97‘ 13433 4013 /7 43.25  75.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212281: Docosane
57.0
5000 —— ‘
22.00
m/z 71.25 66.16%
13
O \‘\ J‘ ‘\"\]1‘ \J\I\I‘JT\G?\S)\ ‘2\2\5\\0‘\\\\3‘19\()\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
T \
22.00
5000 ITI/Z 85.25 49.42%
ol L] ‘i‘ J 1 11690 225.0 281.0 3370 4220
i A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane T ‘
57.0 22.00
m/z 41.20 31.78%
o MMWMWquMMAkwwvaMMM%
130
0 ‘ ‘ u\ \1 | 137699 225.0 295.0 367.0
e “““ L B e B e T RN ——
m/z--> 50 100 150 200 250 300 350 400 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.500 2.69 ng 53157 Chrysene-d12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 58
2 Octane, 2-methyl- 128 C9H20 003221-61-2 52
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 52
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 50
5 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 50

Abundance Scan 3313 (22.500 min): BG049874.D\data.ms (-3309) (- m/z 57.20 100.00%
57.2

2 /\WJLW
113.3 950
HH | 322022661 3573 429, 22.50
0\\“”“‘ il “M\H‘H\H\‘M\H“HH“\HH\\H\HH‘M‘\ ‘\“H‘\‘\‘H \H“HH m/z 71.25 68.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107218: Hexadecane
57.0
5000 1
22.50
m/z 43.15 58.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14534: Octane, 2-methyl-
43.0
—
22.50
5000 m/z 85.15  45.98%
113.0
ow““p “"_‘“L‘,m‘,‘m_m_m_m_m
m/z--> 50 100 150 200 250 300 350 400
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester T
57.0 22.50
m/z 41.20 37.17%
5000
‘ 113.0
ow‘w_‘wu_“”‘,mwWWHWHWH_W —r
m/z--> 50 100 150 200 250 300 350 400 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.182 16.91 ng 333989 Chrysene-d12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Pentacosane 352 (C25H52 000629-99-2 87
4 Octacosane 394 (C28H58 000630-02-4 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3429 (23.182 min): BG049874.D\data.ms (-3423) (- m/z 57.25 100.00%

57.3 ' '
5000
‘ 2300 2350
141.2 197.3 253.3 : : :
- ““ “‘w‘\ Lol el 20, 8234 401 )y 43.20 78.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 — —
23.00 23.50
m/z 71.25 64.84%
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123961: Heptadecane
57.0
— —
23.00 23.50
5000 m/z 85.20 38.86%
0 J\“H % d%4;01830 240.0
iy R e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane 7 —
57.0 23.00 23.50
m/z 55.15  28.42%
o W\VWV\AJ\MV\
0 L “\ \h\ h‘ u‘ 14% (\)]\'8\3 0225 0 2950 3520
T o I 2 A o B e e A — —
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24.586 10.40 ng 218157 Perylene-di2 24.985
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
2 Docosane, 7-hexyl- 394 (C28H58 055373-86-9 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3668 (24.586 min): BG049874.D\data.ms (-3661) (-  m/z 57.25 100.00%

57.3 '
5000
2450 |
0“‘W\WWAJLMmM4.‘ﬁ§33‘2§?ﬁ?§}F1???}"?§§f‘ m/z 71.20 82.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194593: Eicosane, 2-methyl-
57.0
5000 —
24.50
m/z 43.20 69.86%
111 ‘ ‘%4101830 253.0
O\”\"\M\‘h\“\‘\\\’\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298429: Docosane, 7-hexyl-
57.0
L \
24.50
5000 ITI/Z 85.20 47.79%
82-0 309.0
ol \\ | H ‘\ A0 1 2250267.0” [ "350,0392.0
o ‘H B B e e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane T
57.0 24.50
m/z 41.25 29.06%
o MWMM
0 L H\ \h\ h‘ u‘ 14%\0]\'8\302250 205.0 352.0
R B R B AR e R ——
m/z--> 50 100 150 200 250 300 350 400 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81721\
Data File : BGO49874.D

Acqg On : 17 Aug 2021 12:24
Operator : CG/JU

Sample : M3412-02

Misc :

ALS vial : 5 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 28.7 ng 265642 1 8.026 185272 20.0
2-Pentanone, 4-... 5.100 3.6 ng 33821 1 8.026 185272 20.0
Ethanol, 2-(2-b... 10.611 3.4 ng 43763 2 10.846 256198 20.0
Pentadecanoic acid 18.312 2.9 ng 54786 4 17.431 376249 20.0
Sulfurous acid,... 18.923 6.7 ng 126879 4 17.431 376249 20.0
Octacosane 20.121 15.3 ng 303107 5 21.713 395068 20.0
unknown20. 345 20.345 4.8 ng 94262 5 21.713 395068 20.0
Dibenzo[b,e]thi... 20.585 2.5 ng 48934 5 21.713 395068 20.0
Tetracosane 21.038 18.7 ng 370194 5 21.713 395068 20.0
5-Octadecene, (E)- 21.343 5.2 ng 101660 5 21.713 395068 20.0
Diethylene glyc... 21.425 2.9 ng 58061 5 21.713 395068 20.0
Docosane 22.019 14.2 ng 280370 5 21.713 395068 20.0
Hexadecane 22.500 2.7 ng 53157 5 21.713 395068 20.0
Eicosane 23.182 16.9 ng 333989 5 21.713 395068 20.0
Eicosane, 2-met... 24.586 10.4 ng 218157 6 24.985 419450 20.0
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