LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13634.D

Acqg On : 28 Jan 2023 00:32
Operator : CG/JU

Sample : 01190-11

Misc :

ALS Vvial : 17 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\8270E-BP012623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13634.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.223 3 6 26 rVB 1064372 1358641 18.99% 2.920%
2 5.217 338 345 353 rBV 1151045 1623855 22.70% 3.490%
3 5.687 418 425 439 rBV 2969544 4404799 61.57% 9.467%
4 7.299 691 699 713 rBV 2838857 4594482 64.22% 9.874%
5 8.152 836 844 851 rBV 734700 1145991 16.02% 2.463%

6 9.328 1035 1044 1053 rBV 1537371 2519406 35.22% 5.415%
7 10.981 1311 1325 1334 rBV 914417 1544436 21.59%  3.319%
8 13.416 1732 1739 1751 rBV 4430604 6537146 91.38% 14.050%
9 14.787 1966 1972 1980 rBV 1232165 1899775 26.56%  4.083%
10 16.145 2197 2203 2217 rBV 332769 474825 6.64%
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11 16.275 2218 2225 2240 rBV 3006589 4509758 63.04%
12 16.475 2254 2259 2264 rBV 44004 82647 1.16%
13 17.545 2435 2441 2448 rBV 1377524 2034958 28.45%
14 18.398 2582 2586 2599 rBV 325501 501870  7.02%
15 19.622 2791 2794 2802 rBV3 116404 163808 2.29%
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16 19.886 2836 2839 2844 rVB 59412 79795  1.12%
17 20.075 2866 2871 2880 rBV 5669843 7153961 100.00% 15.
18 21.298 3075 3079 3090 rBV 477823 704221  9.84%
19 21.628 3130 3135 3140 rBV 1676573 2169951 30.33%
20 22.957 3356 3361 3367 rVB 384001 601898  8.41%
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21 24.216 3569 3575 3583 rVB2 1125114 2423077 33.87%
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Sum of corrected areas: 46529300
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13634.D

Acq On : 28 Jan 2023 00:32
Operator : CG/JU

Sample : 01190-11

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP013634.D\data.ms
5000000

4000000

3000000 5.687 7.299

2000000
9.328

P23 5.217

1000000 8.152 10.981

0\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP013634.D\data.ms

20.075

5000000
13.416

4000000

3000000 16.275

2000000

17.545

14.787
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| 1o .75 19.620.88 LJ

L I e e e £ B T e e e R e e et e ——
Time-> 1200 1250 13.00 1350 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP013634.D\data.ms

5000000

4000000

3000000

21.628

2000000 24216

1000000 21.298 22.957

o

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

. 28

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
BP013634.D

Jan 2023 00:32

: CG/JU
: 01190-11

17

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.223  23.71 ng 1358640 1,4-Dichlorobenzene-d4 8.152
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 6 (3.223 min): BP013634.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
R REmE L e
‘ ‘ 3.303.40 3.50 3.60
b dhhl 14682070 2809 354.9412.4470.5527.1 ./, 43,00  31.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R N R R R
3.303.403.503.60
‘ m/z 87.05 25.97%
OA!J[‘WW‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
RN REmmEEEEE S
3.303.403.503.60
5000 m/z 55.10 22.75%
o‘““ﬂl,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- ST
73.0 3.303.403.503.60
m/z 71.05 10.50%
5000
0‘%Jﬁ‘H‘H‘w‘H‘_‘H‘H“_‘H‘H‘W‘H‘_‘H‘H‘w\ e RARRNREEES SEEay R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.303.403.503.60
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Data Path :
Data File :
: 28 Jan 2023 ©00:32
: CG/JU

: 01190-11

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\

BP013634.D

: 17  Sample Multiplier: 1

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T.
5.217 28.34 ng 1623860 1,4-Dichlorobenzene-d4 8.152
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 345 (5.217 min): BP013634.D\data.ms (-338) (-)

3

m/z 43.00 100.00%

5000

101.0 SR | S
J ‘ 4.80 5.00 5.20 5.40 5.60
! | |

ol b 193:0251.9316.2  416.0474.15339 /7 59.e0  57.26%

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

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T[T T T T[T T T [ TTTT T
4.80 5.00 5.20 5.40 5.60
m/z 100.95 22.80%
101.0
O‘\‘\“f‘%"\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9492: 2-Hexanol, 2-methyl-
59.0
R R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 18.45%
o_umkm,‘I e

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

Abundance #4528: 2,3-Butanedione, monooxime RERREE A
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.06%
5000
101.0
o —— SUNSNESNS S C—;
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13634.D

Acq On : 28 Jan 2023 00:32
Operator : CG/JU

Sample : 01190-11

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.145 5.00 ng 474825  Acenaphthene-d10 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
3 2,5-Dimethyl-7,7-diphenyl-3-aza-... 279 C18H17NO2 078950-91-1 45
4 Azobenzene 182 C12H1ON2 000103-33-3 42
5 1,2,4-Triazolo[4,3-b]pyridazine,... 182 C7H7CIN4 028593-26-2 32
Abundance Scan 2203 (16.145 min): BP013634.D\data.ms (-2197) (- m/z 105.00 100.00%
105.0
182.1
5000
—— —
39 16.00 16.50
o2l | 2498 3561 428649155491 sz 76.95  65.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 —— ——
16.00 16.50
m/z 182.10 61.65%
7.0 ] ‘
O \‘\‘\‘\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
105.0
— —
16.00 16.50
5000 182.0 m/z 50.95 22.51%
329 ) | |
] S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #172255: 2,5-Dimethyl-7,7-diphenyl-3-aza-4,6-dioxabicyc — —
105.0 16.00 16.50
m/z 180.95 9.57%
182.0
5000
43.0
berbpedbrrr b 290 | —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13634.D

Acq On : 28 Jan 2023 00:32

Operator : CG/JU

Sample : 01190-11

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
18.398 4.93 ng 501870  Phenanthrene-d10 17.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2586 (18.398 min): BP013634.D\data.ms (-2582) (- m/z 73.00 100.00%
73.0
5000
213.2
== —
“HII 390, B et
bl ””'“n shil 2840 355.0 4192 48885491 sz 59.95  77.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N RN
18.00 18.50
“ 213.0 m/z 43.00 67.87%
O\\i“ \L‘"JI“\“\\\\\\\!‘\\!\1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
— ——
18.00 18.50
5000 m/z 57.05 62.01%
L 228.0
otblibgsel |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid — —
73.0 18.00 18.50
m/z 55.00 54.18%
5000
L 214.0
ol M‘H\ il e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13634.D

Acq On : 28 Jan 2023 00:32
Operator : CG/JU

Sample : 01190-11

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 9-Tricosene, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.298 6.49 ng 704221  Chrysene-d12 21.628
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 97
2 1-Triacontanol 438 C30H620 000593-50-0 96
3 1-Hexacosanol 382 (C26H540 000506-52-5 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 E-7-Octadecene 252 C18H36 1000130-92-0 91

Abundance Scan 3079 (21.298 min): BP013634.D\data.ms (-3075) (- m/z 57.05 100.00%
57.0

5000

:

‘ |h5 1 5070 2810 355.0 21.00 21.50
Ol g 2510 859.0414.9 48225403 /7 43,05 79.49
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #227238: 9-Tricosene, (2)-

>

%

5000
21.00 21.50
125.0 m/z 55.10 73.09%
‘ ' } ‘ 322.0
O‘\\J\l\“‘1”\’\\\\J\‘“Il\}\g\e‘\o\\\z‘eﬂ\o\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321441: 1-Triacontano
57.0
—— —
21.00 21.50
5000 ITI/Z 83.10 71.83%
125.0 420.0
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289621: 1-Hexacosanol T —
97.0 21.00 21.50
m/z 69.05 62.43%
5000 V\MAMMWWWNA\ywwmwwmyk
029-{ || 1670 236.0204.0 364.0
‘H‘w“‘,H‘w‘H“H‘W‘H‘_“W‘H‘_‘H“H‘_‘H“ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13634.D

Acq On : 28 Jan 2023 00:32
Operator : CG/JU

Sample : 01190-11

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.957 4.97 ng 601898  Perylene-di12 24.216
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 94
2 2,2,4-Trimethyl-3-(3,8,12,16-tet... 428 C30H520 1000194-01-4 87
3 Supraene 410 C30H50 007683-64-9 87
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 87
5 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 83

Abundance Scan 3361 (22.957 min): BP013634.D\data.ms (-3356) (- m/z 69.10 100.00%
69.1

%

5000
’ LT 2081 267.0 3410 a2, ph
o“u‘m‘wWWMH 20512670 3410 429.1489.1549.  m/z 81.00 55.07%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308260: Squalene
69.0
5000 —
23.00
570 m/z 41.00 21.14%
O ‘ T \ 1 ’1“1‘ “WLV‘H‘UV 1“ H‘L d[ 1“\“1 ?‘§ 9 \‘2\7T3\ 9 \3\14\].‘ \0\ \4\]‘-\0\ \O\ ‘ TTTT ‘ TTTT ‘ T

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

Abundance #317470: 2,2,4-Trimethyl-3-(3,8,12,16-tetramethyl-heptac
69.0

:

23.00
5000 m/z 95.05 15.87%

i

Fseo
|||, 2030 2710 3410 4280

o

e

i sy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0 23.00
m/z 93.00 11.18%
5000
137.0
0 Lil i, 203.0 273.0 341.0 410.0
R e T e T e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13634.D

Acqg On : 28 Jan 2023 00:32
Operator : CG/JU

Sample : 01190-11

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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... 3.223 23.7 ng 1358640 1 8.152 1145990 20.0
2-Pentanone, 4-... 5.217 28.3 ng 1623860 1 8.152 1145990 20.0
Benzophenone 16.145 5.0 ng 474825 3 14.787 1899780 20.0
n-Hexadecanoic ... 18.398 4.9 ng 501870 4 17.545 2034960 20.0
9-Tricosene, (Z)- 21.298 6.5 ng 704221 5 21.628 2169950 20.0
Squalene 22.957 5.0 ng 601898 6 24.216 2423080 20.0
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