LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53123\
Data File : BF133550.D

Acqg On : 31 May 2023 21:02

Operator : CG\JU

Sample : 02977-01 :
Misc : FOUNDATION-TEST-PIT

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_ F\Methods\8270-BF©52523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133550.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 106 15 24 rvB2 29935 42621 1.27% 0.179%
2 5.045 495 503 510 rVB 85610 115496 3.43% 0.486%
3 5.439 565 570 573 rBV 3051424 2995317 89.02% 12.600%
4 6.457 737 743 746 rBV 2831470 3040933 90.38% 12.792%
5 6.828 803 806 810 rBV 967181 786973 23.39%  3.311%

6 7.392 897 902 905 rBV 2178852 1908431 56.72%  8.028%
7 8.110 1021 1024 1028 rBV 1222965 1027441 30.54%  4.322%
8 9.192 1204 1208 1211 rBV 3692540 3131713 93.07% 13.174%
9 9.869 1319 1323 1326 rBV 1389166 1112211 33.05% 4.679%
10 10.580 1441 1444 1448 rBV 175197 130047 3.86%

©
Ul
I
N
3R

11 10.657 1452 1457 1460 rBV 2429280 2197034 65.30%
12 11.351 1572 1575 1579 rBV 1318332 1187509 35.29%
13 11.880 1662 1665 1670 rBV 129797 151581 4.50%
14 12.668 1797 1799 1809 rVB9 33749 54584  1.62%
15 12.945 1841 1846 1849 rBV 3533242 3364753 100.00% 14.155%

(ORI RE o)
O
O
(o))
R

16 13.421 1924 1927 1930 rVB 39153 38487 1.14% 0.162%
17 13.851 1997 2000 2001 rBV 46529 37621 1.12% 0.158%
18 13.880 2001 2005 2017 rVV4 90240 251411 7.47% 1.058%
19 13.992 2019 2024 2027 rVV 1161893 1122470 33.36% 4.722%
20 14.015 2027 2028 2032 rVB 54897 41885 1.24% 0.176%
21 14.168 2051 2054 2059 rVB 40389 35806 1.06% 0.151%
22 14.474 2103 2106 2109 rBV 60798 49423 1.47% 0.208%
23 15.115 2211 2215 2220 rVB 83601 90813 2.70% 0.382%
24 15.445 2266 2271 2277 rBV 624042 798952 23.74% 3.361%
25 15.933 2349 2354 2358 rBV3 40057 58023 1.72% 0.244%
Sum of corrected areas: 23771535
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53123\
Data File : BF133550.D

Acqg On : 31 May 2023 21:02

Operator : CG\JU

Sample : 02977-01 :
Misc : FOUNDATION-TEST-PIT

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133550.D\data.ms
3500000

5.439
3000000 6.457

2500000
7.392
2000000

1500000

1000000 6.828

500000
0,175 5.045

OT\/T\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ L L L B B LRI R

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF133550.D\data.ms
3500000 9.192 12.945

3000000
2500000 10.657
2000000
1500000 9.869 11.351

8.110
1000000

500000

105 11.880 125§§V‘JLN_‘A~_;
0 — — — — — — — — —

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BF133550.D\data.ms

3500000

— — —
12.00 12.50 13.00

3000000
2500000
2000000
1500000

13.992

1000000
15.445
500000
3.421 183

w16 1e47s 15415 | 1503

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 ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53123\
Data File : BF133550.D

Acqg On : 31 May 2023 21:02

Operator : CG\JU

Sample : 02977-01 :
Misc : FOUNDATION-TEST-PIT

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.045 2.94 ng 115496 1,4-Dichlorobenzene-d4 6.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 9

Abundance Scan 503 (5.045 min): BF133550.D\data.ms (-495) (-) m/z 42.95 100.00%

43.0
5000 59.0
R R
6.0 101.1 4.80 5.00 5.20 5.40
0 el el e M/z 59.00 47.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B I IR L
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 58.00 15.16%
O\\\‘\f‘f‘f‘\\fﬁﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate
43.0
R ARREEEEEEE
4.80 5.00 5.20 5.40
5000 m/z 101.10 14.92%
58.0
0 15\.0 2?0 LLL . 72\.0 10\0.0
LA A a B o R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4516: Diacetamide R RmEE
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.32%
5000 59.0
73.0
101.0
0 280 | | 86.0 |
T T T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53123\

Data File : BF133550.D

Acqg On : 31 May 2023 21:02

Operator : CG\JU

Sample : 02977-01 :
Misc . FOUNDATION-TEST-PIT

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzophenone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
lo.ss0  2.3ang 130047 Acenaphthene-die 5.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 c13Hie0 000119-61-9 96

2 Azobenzene

182 C12H10ON2

3 2,5-Pyrrolidinedione, 1-(benzoyl... 219 C11H9NO4
4 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2
5 Ethanone, 2-(5-nitrotetrazol-2-y... 233 C9H7N503

000103-33-3 52
023405-15-4 49
037791-41-6 47
1000310-77-2 47

Abundance Scan 1444 (10.580 min): BF133550.D\data.ms (-1441) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
—T T \
10.50
152.0
Ol e e e e o 2081 28827 76,95 67.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7o 182.0
5000 S ‘
10.50
51.0 m/z 182.10  46.55%
0 2?.0 | ‘ 152.0 l
‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56777: Azobenzene
77.0
T 7 \
182.0 10.50
5000 ITI/Z 51.00 29.62%
51.0 105.0
0l27.0 ‘ ‘ 12800920 |
R R NN e R e RRRRRRRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #97471: 2,5-Pyrrolidinedione, 1-(benzoyloxy)- I ‘
105.0 10.50
m/z 50.00 10.00%
5000 7.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53123\
Data File : BF133550.D

Acqg On : 31 May 2023 21:02

Operator : CG\JU

Sample : 02977-01 :
Misc : FOUNDATION-TEST-PIT

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.880 2.55 ng 151581  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Octadecanoic acid 284 C18H3602 000057-11-4 70
Abundance Scan 1665 (11.880 min): BF133550.D\data.ms (-1662) (- m/z 43.05 100.00%
43.0
73.0
5000
129.1 — —
213.2
m 171.1 256.15g6.- 11.50 12.00
o———-4 m/z 72.95 78.70%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 — .
129.0 11.50 12.00
213.0 m/z 60.00 77 .71%
TN
ol “\ [H Il M“ ‘\H““\‘hh“‘ \M bl ‘ “‘ “‘ “‘u\‘ - ‘ “ e
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid
73.0
— e
43.0 11.50 12.00
5000 m/z 57.10 73.38%
129.0
1710 2140
oLt ‘\“ UJ ‘u‘u‘ H‘“ ‘\\hh‘ ‘\H“‘\ “H‘\‘\} ul ‘m‘ “\ “‘ | “\‘ C
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid — —
73.0 11.50 12.00
43.0 m/z 41.00 65.28%
5000 129.0
185.0
H 228.0
oL ““ H‘“H‘w‘ MH “u““‘ \\h\‘\‘ ;ML‘\‘; “ b \“ A “‘ e — — ——
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53123\
Data File : BF133550.D

Acqg On : 31 May 2023 21:02

Operator : CG\JU

Sample : 02977-01 :
Misc FOUNDATION-TEST-PIT

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 n-Nonadecanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.880 4.48 ng 251411  Chrysene-di12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 90
2 1-Heneicosanol 312 C21H440 015594-90-8 72
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 58
4 1-Hexadecanol 242 C16H340 036653-82-4 58
5 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 49
Abundance Scan 2005 (13.880 min): BF133550.D\data.ms (-2001) (- m/z 55.00 100.00%
55.0
97.0
5000
— ——
‘ H ‘ “ 39.1 2011 2490 315, 13.50 14.00
ok \\W““W\HU‘\N\M”UWMH D B S m/z 97.05 81.24%
miz-> 50 100 150 200 250 300
Abundance 179253: n-Nonadecanol-1
83.0
43.0
5000 — ——
13.50 14.00
25.0 m/z 83.10 78.10%
L)L emo 20
04 — ‘r“‘\ Tt \H‘ ‘1‘\“‘\‘“ “”\“\ L - T L
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
53.0
97.0
— ——
13.50 14.00
5000 m/z 69.00 53.56%
39.0
a0 LLLLLL 1P 1m0 2200 2s00 WWWM
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)- — —
55.0 13.50 14.00
m/z 57.00 48.87%
B | M
oz20) | |11 1990 1000 gm0 zs00  hed T
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53123\
Data File : BF133550.D

Acqg On : 31 May 2023 21:02

Operator : CG\JU

Sample : 02977-01 :
Misc FOUNDATION-TEST-PIT

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.115 2.27 ng 90813  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
Abundance Scan 2215 (15.115 min): BF133550.D\data.ms (-2211) (- m/z 57.10 100.00%
57.1
9.0 —r= A
‘ \ 41.1 197.2239.2283.1 1500 1550
0 ‘uﬂ‘N%WW‘NmuMﬁ‘u“{u“‘}“u(“““““ m/z 43.00 71.38%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 T T
15.00 15.50
m/z 71.10 68.50%
9.0
oLl b L[} 141018302250 281.0 337.0 394,
\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
T ey
15.00 15.50
5000 m/z 85.10 49, 30%
9.0
0 \‘ L ‘“\ ‘h\ h‘ | ]‘\-4-}9 1783'0225‘0267'0 338.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T e
57.0 15.00 15.50
m/z 41.00 25.84%
5000
9.0
ol L1 1410183.02250267.0300.0 3670
A e e e A A e e —— —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF052523.M Thu Jun 01 11:18:24 2023 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@053123\
Data File : BF133550.D

Acqg On ¢ 31 May 2023 21:02

Operator : CG\JU

Sample : 02977-01 :
Misc : FOUNDATION-TEST-PIT

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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|
2-Pentanone, 4-... 5.045 2.9 ng 115496 1 6.828 786973 20.0
Benzophenone 10.580 2.3 ng 130047 3 9.869 1112210 20.0
n-Hexadecanoic ... 11.880 2.5 ng 151581 4 11.351 1187510 20.0
n-Nonadecanol-1 13.880 4.5 ng 251411 5 13.992 1122470 20.0
Octacosane 15.115 2.3 ng 90813 6 15.451 798952 20.0
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