LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\
Data File : BP@@3769.D

Acqg On : 28 Oct 2020 14:25
Operator : CG/JU

Sample : L4529-02

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_P\METHODS\8270-BP101920.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@3769.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.087 29 34 53 rVB 1539812 1975611 39.56% 6.143%
2 3.252 56 62 73 rVwW2 71194 155890 3.12% 0.485%
3 3.346 73 78 93 rVB 162151 226652 4.54%  0.705%
4 6.011 521 531 541 rBV 1480524 2279330 45.65% 7.087%
5 7.658 802 811 824 rBV 1386840 2313441 46.33% 7.193%
6 8.069 875 881 888 rBV 62729 96215 1.93% 0.299%
7 8.510 949 956 964 rBV 411205 652214 13.06% 2.028%
8 9.675 1146 1154 1162 rBV 904099 1470554 29.45% 4.572%
9 11.352 1432 1439 1452 rBV 501349 841648 16.85% 2.617%
10 13.740 1837 1845 1852 rBV 2098322 3056291 61.20% 9.503%

11 13.993 1882 1888 1901 rVB 261872 407830 8.17%
12 14.528 1973 1979 1988 rVB 308447 407345 8.16%
13 15.110 2071 2078 2087 rBV 771679 1122030 22.47%
14 16.192 2257 2262 2272 rVB2 51288 73143 1.46%
15 16.587 2320 2329 2343 rBV 1890554 2753465 55.14%

0O WwWR R
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00
G
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16 17.834 2534 2541 2547 rBV 971964 1357546 27.19%

17 18.645 2674 2679 2687 rBV 356267 533797 10.69% 660%
18 19.451 2812 2816 2821 rBv2 38203 53506 1.07%
19 19.839 2879 2882 2889 rBV3 47820 75833 1.52% 236%

[0 B R RN
=
o
o
Y

20 20.304 2955 2961 2968 rBV 4253453 4993532 100.00% 15.

21 21.475 3152 3160 3164 rBvV2 395784 587002 11.76%
22 21.510 3164 3166 3170 rVV 111651 131897 2.64%
23 21.557 3170 3174 3182 rVB 215972 281595 5.64%
24 21.851 3218 3224 3229 rBV 1246531 1659015 33.22%
25 21.939 3236 3239 3244 rVB4 45558 61507 1.23%

OV R
00
N
o))
B

26 22.422 3317 3321 3332 rBV4 76864 164756 3.30%
27 22.945 3406 3410 3414 rVB2 106523 144705 2.90%
28 23.104 3432 3437 3448 rVB 1299435 2007426 40.20%
29 23.521 3504 3508 3515 rVB 125654 194184  3.89%
30 24.180 3616 3620 3630 rVB2 113612 220827 4.42%

[CRECHOWOR)
N
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N
R

31 24.427 3655 3662 3673 rVB2 787154 1679587 33.64%
32 24.939 3744 3749 3758 rVB2 90516 183121 3.67% ©0.569%

Ul
N
N
N
R

Sum of corrected areas: 32161495
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\
Data File : BP@@3769.D

Acqg On : 28 Oct 2020 14:25
Operator : CG/JU

Sample : L4529-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003769.D\data.ms
4000000
3500000
3000000
2500000
2000000

3.087 6.011

1500000 7.658

1000000 9.675

11.352

500000 8.510

%ﬁéG 8.069

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP003769.D\data.ms

o

20.80-
4000000

3500000
3000000

2500000

13.740
2000000 16.587

1500000

17.834
1000000 15.110

500000 18.645

16.192 19.45119.839
T E T T E P I R

Time--> 12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18,50 19.00 19.50 20.00
Abundance TIC: BP003769.D\data.ms

13.993 14.528

4000000
3500000
3000000
2500000
2000000
1500000 21.851 23.104

1000000

21.4757
%2 939 22.422 22.94

0‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 2050 21.00 2150 2200 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

500000 23.521  24.180
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\
Data File : BP@@3769.D

Acqg On : 28 Oct 2020 14:25
Operator : CG/JU

Sample : L4529-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 wunknown3.08 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.087 60.58 ng 1975610 1,4-Dichlorobenzene-d4 8.510

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 45
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance  Scan 34 (3.087 min): BP003769.D\data.ms (-29) (-) m/z 73.05 100.00%

73.0
5000 jk
e
3.00 3.20 3.40
oL )| 1329 207126813261 406046495294 v/, 43.00  45.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 L L AL LA B B
3.00 3.20 3.40
m/z 89.00 31.92%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy-
73.0
R B
3.00 3.20 3.40
5000 m/z 41.05 8.10%
W”«k“‘uu“m,mWm‘mwm‘mWm‘mwm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2136: Propane, 2-methoxy-2-methyl- e e
73.0 3.00 3.20 3.40
m/z 44.95 6.70%
5000 ]k
15‘.9\“ \‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\
Data File : BP@@3769.D

Acqg On : 28 Oct 2020 14:25
Operator : CG/JU

Sample : L4529-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.346 6.95 ng 226652 1,4-Dichlorobenzene-d4 8.510

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9

Abundance  Scan 78 (3.346 min): BP003769.D\data.ms (-73) (-) m/z 73.05 100.00%

73.0
5000
’ 3.00 3.20 3.40 3.60
ol ikl 141920692689 3400 403346075180 /7 43.00  30.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B R
3.00 3.20 3.40 3.60
‘ m/z 86.95 27.10%
J”‘W “
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
R e R ERE
3.00 3.20 3.40 3.60
5000 m/z 55.00 23.68%
‘H”‘,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- R L RERAREEE
73.0 3.00 3.20 3.40 3.60
m/z 40.95 10.90%
5000
I U PRUUHUSUPRUSRUSUUUIN (PGt L G |V S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60
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Data Path

Data File :
Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\

BP003769.D

: 28 Oct 2020 14:25
: CG/IU

L4529-02

: 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.069 2.95 ng 96215 1,4-Dichlorobenzene-d4 8.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-508-5 50
3 Diethyl carbitol 162 C8H1803 000112-36-7 45
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
5 Trimethylene glycol monomethyl e... 90 C4H1002 001589-49-7 38
Abundance Scan 881 (8.069 min): BP003769.D\data.ms (-875) (-) m/z 45.05 100.00%
45.0
5000 ]\N

R o e N R

”1041 7.80 8.00 8.20 8.40
oAbt 292.8251.9 3409 4280 S172  m/z 59.00  40.49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-

45.0
5000
7.80 8.00 8.20 8.40
m/z 72.00  36.07%
104.0
‘\H\“\f‘“L\"\!"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
R ARRAREEERESSE L
7.80 8.00 8.20 8.40
5000 m/z 43.10 19.05%
ﬂJ‘h 3.0
"m‘_‘H‘H‘w‘H‘_‘H,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32644: Diethyl carbitol R N RS AR R
45.0 7.80 8.00 8.20 8.40
m/z 73.00 18.97%
5000
| N | | [103.0
A R R R e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\
Data File : BP@@3769.D

Acqg On : 28 Oct 2020 14:25
Operator : CG/JU

Sample : L4529-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.993 7.27 ng 407830  Acenaphthene-d10 15.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 64
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
4 Metacetamol 151 C8H9NO2 000621-42-1 53
5 1,2-Diazaspiro[4.4]nonen-3-carbo... 252 C14H24N202 1000164-25-9 43
Abundance Scan 1888 (13.993 min): BP003769.D\data.ms (-1882) (- m/z 109.10 100.00%
43.0 109.1
5000
\/\\ T ‘ T
H’ ‘ 69.1 14.00
Ob kbl b 07 234.2  327.9390.2 47045284 ., 43,09  97.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 =T
14.00
m/z 151.00 66.53%
20
Il \HJ‘HMA \“ A Lou ‘

L L LA AL R L B L I B R B B LR

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56286: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0

109.0
—
14.00
m/z 41.05 23.28%
5000 43.0
BT T YR L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24972: Pyridine, 2-butyl-, 1-oxide s
109.0 14.00
m/z 69.05 19.91%
5000
32.0 ‘ ‘“
R RAARASa B E s e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\
Data File : BP@@3769.D

Acqg On : 28 Oct 2020 14:25
Operator : CG/JU

Sample : L4529-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.645 7.86 ng 533797  Phenanthrene-d10 17.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2679 (18.645 min): BP003769.D\data.ms (-2674) (- m/z 73.00 100.00%

3

%

5000
213.2
m \ { ‘ iz 18.50 19.00
ol wa Lyl ], 281034104010 474.8534.9 /7 6e.00  73.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 ' T

L
18.50 19.00

M 2130 m/z 43.05 70.96%
\ |L

hm\‘“\ | \

[T L L L L B L L L B L B LB I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #72646: Tridecanoic acid
73.0
18.50 19.00
5000 ITI/Z 55.05 66.36%
P 2140
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid e —
73.0 18.50 19.00
m/z 41.10 62.83%
5000
L \ 199.0
15.0] HJN APM‘ :

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270-BP101920.M Thu Oct 29 16:03:37 2020 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\
Data File : BP@@3769.D

Acqg On : 28 Oct 2020 14:25
Operator : CG/JU

Sample : L4529-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Heneicosyl formate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.474 7.08 ng 587002 Chrysene-d12 21.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94

Abundance Scan 3160 (21.474 min): BP003769.D\data.ms (-3152) (-  m/z 83.05 100.00%

83.0
5000
SRS
TR 21.50
o AbLLLLL ), 222.0281.1 3551 4609 5330 ./, 57,05 92.26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate

I3:]
~Jl
o

21.50
m/z 55.10 90.84%

5000 i

J\ |, 1960 2940
[ Iy
‘\\\ ‘\\f\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0
—
21.50
5000 ITI/Z 69.10 90.22%
5.0
LML, 200 sso
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol T
83.0 21.50
m/z 97.05 88.87%
19.0| { | ‘FP?.Q 222.0280.0
R e o B N e R e RS RS A RS R R AR P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\
Data File : BP@@3769.D

Acqg On : 28 Oct 2020 14:25
Operator : CG/JU

Sample : L4529-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Diethylene glycol dibenzoate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.557 3.39 ng 281595 Chrysene-d12 21.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 83
2 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 74
4 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 72
5 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 64

Abundance Scan 3174 (21.557 min): BP003769.D\data.ms (-3170) (- m/z 105.00 100.00%

105.0
5000
SR \
21.50
O A O | (78S 2819 3550 44495032 n/z 149.00  79.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate
105.0
5000 —
21.50
m/z 77.00 46.76%
27.0 || 179.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0

a

T \
21.50

5000 m/z 50.95 10.05%

45,
uh m““ 1179.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy —— :
105.0 21.50

m/z 105.95 8.31%

-

5000

o

450, 179.0

‘\\\\"\\H\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\
Data File : BP@@3769.D

Acqg On : 28 Oct 2020 14:25
Operator : CG/JU

Sample : L4529-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.104 24.20 ng 2007430 Chrysene-d12 21.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 95
2 Supraene 410 C30H50 007683-64-9 91
3 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66 000502-62-5 83
4 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72

Abundance Scan 3437 (23.104 min): BP003769.D\data.ms (-3432) (- m/z 69.10 100.00%

69.1 ‘
5000

2300 2350

137.1
ALl 203.2 273.1 341.3 410.4 489.1547.;

O Al ad g e STES SO TR T TR m/z 81.10 52.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215927: Squalene
69.0
5000

23 00 23 50
‘ 41.05 22.10%

137.0
L)l 203.0 273.0 341.0 410.0
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69.0
\

2300 23.50

5000 m/z 95.10 13.87%
137.0
ubdliil, 203.0 273.0 341.0 410.0
Pl T S T S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,1¢
69.0 23.00 23.50

m/z 68.05 12.76%

5000
137.0
L1, 2940 273.0 3410 409.0 4770 561

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\
Data File : BP@@3769.D

Acqg On : 28 Oct 2020 14:25
Operator : CG/JU

Sample : L4529-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.522 2.31 ng 194184 Perylene-di2 24.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3508 (23.521 min): BP003769.D\data.ms (-3504) (-  m/z 57.10 100.00%
57.1

o A\J\v
2350 |
127.1 .
197.2
0l J ‘ J[ I \L { biek e 2090, 3419 4151 4891540 nyz 71.10  77.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
57.0
5000 o ‘
23.50
m/z 85.10 58.66%
127.0
\“\"\ll\\"\i‘\JE\J\T‘“\“WJ-\?T}(\)\W‘?\8\‘2\.‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194501: Docosane, 11-butyl-
43.0
T \
23.50
5000 ITI/Z 43.10 55.17%
210.0  309.0
113.0
H"n}‘«\wMe‘m"‘!JH‘HH“l‘“3‘567’19_”‘_‘”_”‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane T ‘
57.0 23.50
m/z 55.05 22.95%
- M
LLLLET0 1970 2670 3650
A A S e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\
Data File : BP@@3769.D

Acqg On : 28 Oct 2020 14:25
Operator : CG/JU

Sample : L4529-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.180 2.63 ng 220827 Perylene-di2 24.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 89
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 3620 (24.180 min): BP003769.D\data.ms (-3616) (-~  m/z 57.10 100.00%
57.1

%

5000
24.00 24.50
1101, 0252.0
_ ,“J! H‘ LLappl 2003233 4291 849, L0 7119 76.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 — s
24.00 24.50
m/z 85.10 57.12%
il 239.0
‘\\\ ’\J\\\“\F\J\\l‘l\‘\!\‘\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94344: Heptadecane
57.0
—— — T
24.00 24.50
5000 ITI/Z 43.10 51.72%

‘} 1270 2400
I J JHMM.

"m,"H_‘H_‘H_‘H_H‘_H‘WHWHWH_HW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-

57.0 24.00 24.50

m/z 55.05 24.77%

=

5000

%

|| A0 2100  309.0567

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\
Data File : BP@@3769.D

Acqg On : 28 Oct 2020 14:25
Operator : CG/JU

Sample : L4529-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-methyloctacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

24.939 2.18 ng 183121 Perylene-di2 24.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 3749 (24.939 min): BP003769.D\data.ms (-3744) (- m/z 57.10 100.00%
57.1

H 25.00
7.1 207.1 281.1 .
“Jl_ H‘}‘ ﬁ Lttt by ol L 4318 83610 71,85 86.92%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane
57.0
5000 T
25.00
m/z 85.10 76.92%
\WT‘\\1\‘1\\1‘\1\\‘!\\\‘\\!\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129490: Eicosane
57.0
——
25.00
5000 ITI/Z 43.10 63.50%
1
\‘\ | l\ J\ It \1970 2820
“‘H"_‘H"H‘_"W‘H‘,H‘w“u‘u“_‘u“u‘_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance ) #194508: Heneicosane, 11-(1-ethylpropyl)- ——
43.0 25.00
m/z 69.00 27.42%
- MM\M/\NW
\PO 183.0 295.0
H‘“\‘\H\‘\d\d\\“‘\‘\\\‘uu‘u\\I’\H\‘HH‘HH‘HH‘HH‘\ e
m/z--> 50 100 150 200 250 300 350 400 450 500 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102820\
Data File : BP@@3769.D

Acqg On : 28 Oct 2020 14:25
Operator : CG/JU

Sample : L4529-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP101920.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|
unknown3. 08 3.087 60.6 ng 1975616 1 8.510 652214 20.0
Butane, 2-metho... 3.346 7.0 ng 226652 1 8.510 652214 20.0
Ethanol, 2-(2-e... 8.069 3.0 ng 96215 1 8.510 652214 20.0
2,4,7,9-Tetrame... 13.993 7.3 ng 407830 3 15.110 1122030 20.0
n-Hexadecanoic ... 18.645 7.9 ng 533797 4 17.834 1357550 20.0
1-Heneicosyl fo... 21.474 7.1 ng 587002 5 21.851 1659020 20.0
Diethylene glyc... 21.557 3.4 ng 281595 5 21.851 1659020 20.0
Squalene 23.104 24.2 ng 2007430 5 21.851 1659020 20.0
Eicosane 23.522 2.3 ng 194184 6 24.427 1679590 20.0
Heptadecane, 9-... 24.180 2.6 ng 220827 6 24.427 1679590 20.0
2-methyloctacosane 24.939 2.2 ng 183121 6 24.427 1679590 20.0
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