LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50692.D

Acqg On : 22 Oct 2021 16:54
Operator : CG/JU

Sample : M4313-01

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-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO50692.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.791 385 392 406 rVB 770843 1299120 80.27% 8.188%
2 7.395 656 665 674 rBvV 782026 1393452 86.10% 8.782%
3 8.253 804 811 817 rBV 155974 273542 16.90% 1.724%
4 9.422 1001 1010 1021 rBV 466314 862187 53.27% 5.434%
5 10.826 1242 1249 1258 rBV 92801 169407 10.47% 1.068%

6 11.073 1284 1291 1300 rBV 213810 402693 24.88%
7 13.494 1696 1703 1710 rVB 740034 1158275 71.57%
8 14.869 1931 1937 1943 rVV 312474 503485 31.11%
9 14.933 1945 1948 1955 rVB6 10981 19292 1.19%
10 16.355 2184 2190 2210 rBV 388376 1019730 63.01%

DO WNN
=
~N
w
R

11 17.613 2398 2404 2409 rBV 345254 560317 34.62%
12 17.660 2409 2412 2418 rVB 47763 70413  4.35%
13 18.465 2545 2549 2559 rVB2 428719 866834 53.56%
14 19.722 2759 2763 2781 rVB2 282275 658439 40.68%

©ohUTOW
IS
o
w
3R

15 20.204 2839 2845 2850 rVB 959878 1276234 78.86% 043%
16 20.697 2923 2929 2939 rVB2 145233 341735 21.12%  2.154%
17 21.473 3055 3061 3066 rBV2 259074 533126 32.94% 3.360%
18 21.543 3068 3073 3078 rVV 394884 710689 43.91% 4.479%

19 21.614 3078 3085 3092 rVB 1036448 1618392 100.00% 10.200%
20 21.720 3094 3103 3117 rVB2 141206 519101 32.08% 3.272%

21 21.913 3130 3136 3142 rVB 323129 557938 34.47% 3.516%
22 22.936 3303 3310 3322 rVB3 137342 421463 26.04%
23 25.327 3708 3717 3728 rVB2 208857 631111 39.00%  3.978%

N
o))
1
(@)
3R

Sum of corrected areas: 15866975
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50692.D

Acqg On : 22 Oct 2021 16:54
Operator : CG/JU

Sample : M4313-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG050692.D\data.ms

1000000
800000 5.791 7.395

600000
9.422
400000

11.073
200000 8.253

10.826

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG050692.D\data.ms
20.204 21.614

1000000

80000071 13.494

600000 18.465

400000

200000

i e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG050692.D\data.ms

1000000

800000

600000

400000

25.327

200000

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

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50692.D

Acqg On : 22 Oct 2021 16:54
Operator : CG/JU

Sample : M4313-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.826 8.41 ng 169407 Naphthalene-d8 11.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50

Abundance Scan 1249 (10.826 min): BG050692.D\data.ms (-1242) (- m/z 45.00 100.00%

45.0
5000
75.0
1050 1100
101.0
131.0
om_mw‘lm w!“wJ““‘;Mm_m_m‘m m/z 57.00  94.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000
1050 1100
29.0 75.0 m/z 41.00 40.87%
100.0
O M\lSWZ'0163.O
miz-> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
1050 1100
5000 ITI/Z 75.00 21.04%
29.0
75.0
o Al i, 41900 1320
miz-> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — s
45.0 10.50 11.00
m/z 56.00 14.22%
5000
89.0
27‘0
119.0 1440
oLl TSy 1190 30

m/z--> 20 40 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50692.D

Acqg On : 22 Oct 2021 16:54
Operator : CG/JU

Sample : M4313-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.465 30.94 ng 866834  Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Octadecanoic acid 284 C18H3602 000057-11-4 72

Abundance Scan 2549 (18.465 min): BG050692.D\data.ms (-2545) (- m/z 73.00 100.00%

43.0 73.0 ' '
5000
129.0 213.2 -~
‘ ‘ ‘ 1.1 ‘ 256.1 18.50
0l ; “h“ e ‘M 8T N m/z 43.00  92.08%
m/z--> 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 T
129.0 18.50
213.0 m/z 60.00 87.58%
H ‘ 1710 ‘
ol “\ \H“ \\\‘H\ u‘\\‘\wu ol “ “‘u\ N “‘ —
m/z--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid
43.0 73.0
—
18.50
5000 129.0 m/z 41.00 86.18%
199.0 2420
ok H\\‘HM \\hH\ \N‘\ il ‘1#’3‘0 ‘ ‘ —
m/z--> 50 100 150 200 250
Abundance #92068: Tridecanoic acid 7
430 73.0 18.50
' m/z 55.00 82.64%
5000
129.0
‘ 171.0 214.0
oL “‘ ‘M‘HH‘ I \um h\ ‘\‘ - ‘m‘ “ ‘\‘ | “\‘ P —r—
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50692.D

Acqg On : 22 Oct 2021 16:54
Operator : CG/JU

Sample : M4313-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.722  23.50 ng 658439  Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 86
2 Octadecanoic acid 284 C18H3602 000057-11-4 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 2763 (19.722 min): BG050692.D\data.ms (-2759) (-  m/z 43.00 100.00%
43.0
73.0
5000
129.0
185.1 T U
H‘ | 2412 o, 19.50 20.00
0 W,w“ gl H‘w‘ ot o bbb oL m/z 73.00  82.50%
miz-> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0
000 T o 0
1850 / .60 00 75 16%
H 228.0 m/z . . 0
ol ‘\“ W,”H hH “u““‘ uh\‘\‘ ;M‘\‘h; “ at \“ & S “‘ e —
miz--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.
43.0 0
—— —
19.50 20.00
5000 129.0 m/z 57.00 69.40%
‘ 1850 940 284l
oL ‘\“ \“\’ M\\ \‘H““M”‘L ‘1‘““0“1 i - L —— ‘L — ““
miz--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid T —
3
43.0 73.0 19.50 20.00
m/z 41.00 68.27%
5000 129.0
171.0
L] e
oL “\‘ H’H‘\ hH“H‘““‘H\“ {‘\H‘h} ‘\ ‘m\‘ I “‘ ‘ “‘ —— — ——
m/z--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50692.D

Acqg On : 22 Oct 2021 16:54
Operator : CG/JU

Sample : M4313-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.697 12.25 ng 341735 Chrysene-d12 21.913
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 91
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2929 (20.697 min): BG050692.D\data.ms (-2923) (- m/z 57.05 100.00%
57.0

5000 $
9.0 — —
20.50 21.00
ol A1 w“w““ Lif10183122520660 3550 ., 7165  77.70%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — —
20.50 21.00
9.0 m/z 43.10 68.72%
O ‘ \L\ Hh\ \h\ \M h‘ ]\\‘_4\\19 ;83.0225'0267'0309'0 367.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
— —
20.50 21.00
5000 ITI/Z 85.05 52.56%
9.0
oLl L1 L, 14101830205 0267.0 3380
T B A T e e e AR
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7 —
57.0 20.50 21.00
m/z 55.00  26.40%
5000
9.0
oLl 11|, 141.0183.0225.0 281.0 337.0 394.
A A A A A A e — —
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50692.D

Acqg On : 22 Oct 2021 16:54
Operator : CG/JU

Sample : M4313-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 unknown21.473 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.473 19.11 ng 533126 Chrysene-d12 21.913
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 50
2 Phenylglyoxylic acid, isopropyl ... 192 C11H1203 1000453-46-3 47
3 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 47
4 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 47
5 Benzoic acid, 2-propenyl ester 162 C10H1002 000583-04-0 47

Abundance Scan 3061 (21.473 min): BG050692.D\data.ms (-3055) (-  m/z 105.00 100.00%

105.0
5000
163.0
=
51.0 21.50
ot b b 2340 2810 3410 7 163.00  35.07%
mlz--> 50 100 150 200 250 300 350
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 LR
21.50
m/z 77.00 34.18%
o 51.0 | 207.0
L ‘ T ‘\ T ‘ LA ‘ L “\ LI ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #66369: Phenylglyoxylic acid, isopropyl ester
105.0
=
21.50
5000 ITI/Z 106.00 8.20%
43.0
0 L | 164.0
A e e e e
Miz--> 50 100 150 200 250 300 350 A
Abundance #52333: Benzeneacetic acid, .alpha.-oxo-, ethyl ester ; ; :
105.0 21.50
m/z 51.00 6.90%
5000
51‘-0 150.0
ottt A
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50692.D

Acqg On : 22 Oct 2021 16:54

Operator : CG/JU

Sample : M4313-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 6 Oxybis(propane-1,2-diyl) di... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.543 25.48 ng 710689 Chrysene-d12 21.913
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxybis(propane-1,2-diyl

) dibenzoate 342

C20H2205

000094-03-1 83

2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
3 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 50
4 Phenylglyoxylic acid, isopropyl ... 192 C11H1203 1000453-46-3 38

5 Phenylglyoxylic acid, butyl ester 206

C12H1403

Abundance Scan 3073 (21.543 min): BG050692.D\data.ms (-3068) (-

1000453-46-6 38

m/z 105.00 100.00%

105.0
163.0
5000
o
51.0 2070 21.50
ol L 20D 29512951 3412 4/7 163.00  54.83%
mlz--> 50 100 150 200 250 300 350
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 - ‘
21.50
m/z 77.00 36.82%
51.0 207.0
O\\\“‘\\‘\\‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #38611: Morpholine, 4-phenyl-
105.0
T
163.0 21.50
5000 ITI/Z 106.00 7.91%
51.0
o‘m;‘wwJ_‘J‘,H‘WHH,HH_‘H,‘
miz--> 50 100 150 200 250 300 350 J\
Abundance #39043: Glyoxylamide, N-phenyl- = —
1200 163.0 21.50
m/z 51.00 7.55%
OJ “J‘Wm_wwm‘mw SATAS
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50692.D

Acqg On : 22 Oct 2021 16:54

Operator : CG/JU

Sample : M4313-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 7 Diethylene glycol dibenzoate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.614 58.01 ng 1618390 Chrysene-d12 21.913
Hit# of 5 Tentative ID MW MolForm CASH# Qual

Diethylene glycol dibenzoate 314 C18H1805
»3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403

-[(2-Phenyl-1,3-dioxolan-2-yl)m... 193 C1@H11NO3

1

21

3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005
4 N

5P

henyl(2-phenyl-1,3-dioxolan-2-y... 298 C18H1804

Abundance Scan 3085 (21.614 min): BG050692.D\data.ms (-3078) (-

000120-55-8 80
1000156-71-2 74
1000366-99-1 74
1000411-48-9 72
006963-16-2 64

m/z 105.00 100.00%

105.0
149.0
5000
51.0 ‘ 21'50 22,00
ol L] 17902100 284 7 149 00 72.34%
miz--> 50 100 150 200 250
Abundance #216951: Diethylene glycol dibenzoate
105.0 1490
5000
21 50 22 00
m/z 77.00 51.64%
51.0
olso | | | 179.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0
21 50 22 00
45.0
75.0
ol @0
Miz--> 50 100 150 200 250
Abundance #157734: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0 21 50 22 00
149.0 m/Z 106.00 8.27%
5000 590
NN T | 179.0209.0
— “‘ popot e SRS
mlz--> 100 150 200 250 21 50 22 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BG@50692.D

Acqg On : 22 Oct 2021 16:54
Operator : CG/JU

Sample : M4313-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.720 18.61 ng 519101 Chrysene-d12 21.913
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3103 (21.720 min): BG050692.D\data.ms (-3094) (-  m/z 57.05 100.00%
57.0

o «AJLL
—— —
‘ || 9.0 1551 21.50 22.00
ol w‘u”‘ L2 19712892 2951 3850 yu 71,00 69.51%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —r ——
21.50 22.00
m/z 43.00 66.17%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
—— —
21.50 22.00
5000 ITI/Z 85.00 47 .96%
L 01300550 ss0 ss2o
A
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane T ——
57.0 21.50 22.00
m/z 55.00 25.81%
e mwwwwwfkhwf\WAwMM$%ww
41.0
J L[] ooy o R
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\BG102221\
Data File : BG@50692.D

Acqg On : 22 Oct 2021 16:54
Operator : CG/JU

Sample : M4313-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.936 15.11 ng 421463 Chrysene-d12 21.913
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 3310 (22.936 min): BG050692.D\data.ms (-3303) (- m/z 57.10 100.00%
57.1

99.0 5200
23.00
ol ‘ ‘ Al “‘, LI40 19712370 2830 7105  69.88%
mlz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5009 230
9.0 m/z 43.05 67.32%
’ 141.0 239.0
O T ! “‘ T hl‘ \“h\ “L \h‘ \“\ \‘ .“\ :!\-8\‘3\0‘ T H\ T \2\8\1.\0‘ :\32\3\0\ T
m/z--> 50 100 150 200 250 300 350
Abundance #194597: Pentadecane, 8-hexyl-
43.0
e
23.00
5000 85.0 m/z 85.10  49.59%
127.0 185.0
oLl T | ass02m00
miz-> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo- ——
57.0 23.00
m/z 55.00 23.79%
99.0 155.0 225.0
ol d bl _—
m/z--> 50 100 150 200 250 300 350 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50692.D

Acqg On : 22 Oct 2021 16:54
Operator : CG/JU

Sample : M4313-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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|
Ethanol, 1-(2-b... 10.826 8.4 ng 169407 2 11.073 402693 20.0
n-Hexadecanoic ... 18.465 30.9 ng 866834 4 17.613 560317 20.0
Tetradecanoic acid 19.722 23.5 ng 658439 4 17.613 560317 20.0
Hexacosane 20.697 12.3 ng 341735 5 21.913 557938 20.0
unknown21.473 21.473 19.1 ng 533126 5 21.913 557938 20.0
Oxybis(propane-... 21.543 25.5 ng 710689 5 21.913 557938 20.0
Diethylene glyc... 21.614 58.0 ng 1618390 5 21.913 557938 20.0
Octacosane 21.720 18.6 ng 519101 5 21.913 557938 20.0
Heptadecane, 9-... 22.936 15.1 ng 421463 5 21.913 557938 20.0
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