LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128544.D

Acqg On : 28 May 2022 13:03

Operator : CG\JU

Sample : N2931-05 :
Misc : P009-SS003-2430-01

ALS vial : 7 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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128544.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.063 461 472 479 rBV 181823 240787 4.84% 0.687%
2 5.451 533 538 542 rBV 3450670 3773816 75.92% 10.767%
3 6.463 704 710 713 rBV 3646352 3968212 79.83% 11.322%
4 6.839 770 774 777 rBV 1305054 1167104 23.48% 3.330%
5 7.398 864 869 872 rBV 2838953 2809274 56.52% 8.015%

6 8.116 987 991 995 rBV 1667553 1565759 31.50% 4.467%
7 9.198 1169 1175 1178 rBV 5228419 4970671 100.00% 14.182%
8 9.822 1275 1281 1285 rBV 854863 707918 14.24%
9 9

2.020%
.875 1285 1290 1293 rBV 2170979 1793716 36.09% 5.118%
10 10.663 1419 1424 1427 rBV 3095746 2788095 56.09%  7.955%

11 10.745 1433 1438 1439 rBV 43181 54240 1.09%
12 10.775 1439 1443 1446 rVB 840400 694272 13.97%
13 11.363 1539 1543 1546 rBV 2217192 1851576 37.25%
14 11.757 1607 1610 1613 rVB 76265 62470 1.26%
15 11.886 1629 1632 1637 rBV 94537 100368 2.02%

(ORI, B )
N
00
w
B

16 12.957 1809 1814 1817 rBV 4719472 4796123 96.49% 13.
17 13.892 1968 1973 1987 rVB3 131363 372392  7.49%
18 13.998 1987 1991 1995 rBV 1381351 1348331 27.13%

R R Wk W
for
IS
N
R

19 14.098 2003 2008 2016 rBV 473322 485858 9.77% 386%
20 14.868 2135 2139 2144 rBV 333191 354668 7.14% 012%
21 15.462 2235 2240 2245 rBV 834084 1082602 21.78% 3.089%
22 15.945 2320 2322 2330 rVB5 34158 61047 1.23% 0.174%

Sum of corrected areas: 35049299
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128544.D

Acqg On : 28 May 2022 13:03

Operator : CG\JU

Sample : N2931-05 :
Misc : P009-SS003-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128544.D\data.ms
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Abundance TIC: BF128544.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128544.D

Acqg On : 28 May 2022 13:03

Operator : CG\JU

Sample : N2931-05 :
Misc : P009-SS003-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.063 4.13 ng 240787 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 472 (5.063 min): BF128544.D\data.ms (-461) (-) m/z 43.10 100.00%
3.1
59.1
5000
T S e
‘ 83.0 101.1 4.80 5.00 5.20 5.40
0 el e e - M/Z 5910 57.23%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e e
4.80 5.00 5.20 5.40
59.0 m/z 58.10  15.65%
210 gao OO
O\\‘H}\‘HHH“H‘H‘H‘M‘H\\‘HH‘\‘\H‘H\HHH‘HH‘\H\‘H\\‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
N R RACREEEEERTESE
4.80 5.00 5.20 5.40
5000 57.0 m/z 101.10 15.64%
29.0
‘ 101.0
Obeprrbt el e 780 e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R BERRaEEEE T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.07%
5000 41.0
o A=Y 1260 1420
AR L R aa e RARRASEARY
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\

Data File : BF128544.D

Acqg On : 28 May 2022 13:03

Operator : CG\JU

Sample : N2931-05 :
Misc . P009-SS003-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Benzenesulfonic acid, 4-met... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.822 7.89 ng 707918  Acenaphthene-die 9.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzenesulfonic acid, 4-methyl-,... 186 C8H1003S 000080-48-8 94
2 Benzenesulfonamide, N,4-dimethyl... 214 C8H10ON203S 000080-11-5 91
3 3-Methylbenzene-1-sulfonic acid,... 186 C8H1003S 126865-07-4 89
4 4-Toluenesulfonylmethyl isocyanide 195 C9H9NO2S 036635-61-7 53
5 Ethyl(E/Z)-.alpha.-cyano-4-nitro... 416 C19H16N207S 1000287-26-8 50

Abundance Scan 1281 (9.822 min): BF128544.D\data.ms (-1275) (-)| [ m/z 91.10 100.00%
91.1
5000
65.1 155.0 186.1
— —
39 1
“ ‘ | 1221 9.50 10.00 .
0 m_‘H‘mhwum”,mwH‘w_m‘www m/z 155.00  32.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61422: Benzenesulfonic acid, 4-methyl-, methyl ester
91.0
5000 — —
1550 186.0 9.50 10.00
65.0 m/z 186.10 30.20%
39.0
is0 20| |10
0 \\\‘\\\\“\\H\\‘\\\\H’\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92624: Benzenesulfonamide, N,4-dimethyl-N-nitroso-
91.0
— —
9.50 10.00
5000 ITI/Z 65.10 26.11%
65.0
150 390 ‘ | 1220
YRS ANSUVEINS MBS A SEOE NN SNBSS MM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61421: 3-Methylbenzene-1-sulfonic acid, methyl ether P —
91.0 9.50 10.00
m/z 92.10 15.89%
5000
65.0 186.0
155.0
39.0
oltso T, L o2 L
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128544.D

Acqg On : 28 May 2022 13:03

Operator : CG\JU

Sample : N2931-05 :
Misc : P009-SS003-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Benzenesulfonamide, N,4-dim... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.775 7.50 ng 694272  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO2S 000640-61-9 95
2 N-Tosylethylenediamine 214 C9H14N202S 014316-16-6 59
3 Ethyl(E/Z)-.alpha.-cyano-4-nitro... 416 C19H16N207S 1000287-26-8 50
4 Benzenesulfonamide, N,4-dimethyl... 214 C8H10N203S 000080-11-5 50
5 4-Toluenesulfonylmethyl isocyanide 195 C9H9NO2S 036635-61-7 47
Abundance Scan 1443 (10.775 min): BF128544.D\data.ms (-1439) (|  m/z 91.05 100.00%
91.0
5000 AJ
185.1 e ——
39.11 39 ‘ 10.50 11.00
Obrrrbpb e 22y L 8218 m/z 65.00 27.26%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #60177: Benzenesulfonamide, N,4-dimethyl-
91.0
5000 —r— ——
10.50 11.00
300 185.0 m/z 185.10  21.94%
0 \\‘!Li‘\“‘\'\‘"“\%\3\9"\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #92792: N-Tosylethylenediamine
30.0
—— —
91.0 10.50 11.00
5000 m/z 155.00 18.89%
185.0
0 r,ll,mq’
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #311119: Ethyl(E/Z)-.alpha.-cyano-4-nitro-.beta.-(p-tosylq —— —
91.0 155.0 10.50 11.00
m/z 92.10 18.22%
5000
29.0 ‘
O bt 23402080 3710416 )l
m/z--> 0 50 100 150 200 250 300 350 400 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128544.D

Acqg On : 28 May 2022 13:03

Operator : CG\JU

Sample : N2931-05 :
Misc : P009-SS003-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.892 5.52 ng 372392  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 90
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 83
Abundance Scan 1973 (13.892 min): BF128544.D\data.ms (-1968) (- m/z 55.10 100.00%
55.1
2000 111 AJ\W
— ——
13.50 14.00
178.1 282.1
0 {‘W"'* m/z 83.10 90.07%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — e
97.0 13.50 14.00
m/z 43.10 87.88%
0 h ‘J‘ | ‘L‘ 1153.0 210.0 267.0321.0 490.(
TTT ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179253: n-Nonadecanol-1
83.0
— ——
13.50 14.00
5000 m/z 69.10 80.21%
29. 189.0
N F - 238.0
0 HMM‘HuJ\mkﬂﬁmu“‘Hu“‘u“‘u‘“‘w“‘w““
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol — T
57.0 13.50 14.00
m/z 57.10 79.54%
111.0
5000
0 Ik ll | \‘\ I} hlﬁo 222.0 278.0 378.0
R o AR R S ARRRES — —
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128544.D

Acqg On : 28 May 2022 13:03

Operator : CG\JU

Sample : N2931-05 :
Misc : P009-SS003-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.098 7.21 ng 485858  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 37
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 23

Abundance Scan 2008 (14.098 min): BF128544.D\data.ms (-2003) (- m/z 277.10 100.00%
277.

7.1
5000
77.1 201.1

— ‘
204 ‘ 15 1152-0 ‘ H 14.00 14.50
ob— “““ el 3950 sz 278,10 32.43%
m/z--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 —T —
152.0 14.00 14.50

m/z 77.10  23.12%

e

. \‘ \‘ “ l‘\‘h \\H“ ‘L‘\ L‘\r\mh‘\ 4 ‘\“\‘ }h ‘\“ }\ R B o

m/z--> 50 100 150 200 250 300 350

Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

== ==
14.00 14.50

o

5000 m/z 201.05 21.85%
o 183.0
0 39# (- ‘J‘.Z“ﬁo \‘“‘ I ‘\‘ H\ 228.0
e AR e e o
m/z--> 50 100 150 200 250 300 350
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h — ——
277.0 14.00 14.50

m/z 183.05 19.98%

5000
7.0 183.0
0 ‘ ‘\ [ 13'}'0\“ h ‘J\ i L

Pty —
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128544.D

Acqg On : 28 May 2022 13:03

Operator : CG\JU

Sample : N2931-05 :
Misc P009-SS003-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 6 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.868 6.55 ng 354668 Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 87
4 (2E,6E,10E)-3,7,11,15-Tetramethy... 318 C21H3402 125456-63-5 78
5 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 004602-84-0 72
Abundance Scan 2139 (14.868 min): BF128544.D\data.ms (-2135) (- m/z 69.10 100.00%
69.1
5000
= =
\ 137.1 1011 14.50 15.00
ob bbbl iy LD 257129913413 m/z 81.10  50.08%
miz--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 = =
14.50 15.00
m/z 41.10 25.92%
121.0
0270 1 |y 4141750 23102730 3410 410,
\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
— —
14.50 15.00
5000 m/z 95.10 14 .45%
137.0
0270 | [ ) 4y ), 1910 2730 3410 410/
B e B e e S e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- — ——
69.0 14.50 15.00
m/z 68.10 11.67%
5000
27. ‘ 123.0
oL e e
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128544.D

Acqg On : 28 May 2022 13:03

Operator : CG\JU

Sample : N2931-05 :
Misc : P009-SS003-2430-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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-... 5.063 4.1 ng 240787 1 6.839 1167100 20.0
Benzenesulfonic... 9.822 7.9 ng 707918 3 9.875 1793720 20.0
Benzenesulfonam... 10.775 7.5 ng 694272 4 11.363 1851580 20.0
17-Pentatriacon... 13.892 5.5 ng 372392 5 14.004 1348330 20.0
Triphenylphosph... 14.098 7.2 ng 485858 5 14.004 1348330 20.0
Squalene 14.868 6.5 ng 354668 6 15.463 1082600 20.0
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