LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128522.D

Acqg On : 27 May 2022 21:29

Operator : CG\JU

Sample : N2921-01 :
Misc : P013-SS002-0006-01

ALS Vvial : 10 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: BF128522.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.410 357 361 366 rBv2 125299 144646  2.32%  0.348%
2 4.851 433 436 445 rBv2 117628 156246 2.50% 0.376%
3 5.075 471 474 482 rVB 141423 176148 2.82% 0.423%
4 5.457 533 539 542 rBV 4830153 5180153 83.02% 12.454%
5 6.463 703 710 713 rBV 4622025 5298745 84.92% 12.739%

6 6.575 726 729 736 rVB 107576 89945 1.44% o

7 6.834 770 773 777 rBV 1484370 1319184 21.14% 3

8 7.398 863 869 872 rBV 3441864 3680004 58.98%  8.847%

9 8.116 987 991 995 rBV 1854688 1738941 27.87% 4
9.198 1169 1175 1178 rBV 6309646 6239419 100.00% 15.

11  9.875 1283 1290 1293 rBV 2241340 1909304 30.60%
12 10.663 1418 1424 1427 rBV 3669079 3446595 55.24%
13 11.363 1539 1543 1546 rBV 2071731 1803483 28.90%
14 11.892 1629 1633 1637 rBV 244979 248500 3.98%
15 12.674 1763 1766 1772 rBV 163474 188878 3.03%

[SICRE S I
w
w
o))
B

16 12.951 1808 1813 1817 rBV 4870787 5064662 81.17% 12.
17 13.892 1969 1973 1987 rVB2 126045 317560 5.09%
18 13.998 1987 1991 1994 rBV 1325539 1210341 19.40%
19 14.098 2002 2008 2018 rBV 967719 1242250 19.91%
20 14.486 2070 2074 2077 rBV 134873 129974  2.08%

O NNON
\o]
fary
)
R

21 15.133 2181 2184 2189 rVB 114452 132311 2.12%
22 15.463 2235 2240 2245 rBV 822895 1034929 16.59%
23 15.957 2320 2324 2330 rVB2 106264 150622 .41%
24 16.757 2456 2460 2467 rVB3 58965 106318 .70%
25 17.062 2507 2512 2519 rVB2 101969 206978 .32%

wRr N
OOONO
w
<))

N
R

26 17.604 2595 2604 2617 rBV1e 102205 378979 6.07% ©0.911%

Sum of corrected areas: 41595115
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Data Path :
Data File :

Acqg On

: 27 May 2022 21:29

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052722\
BF128522.D

Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

. 10

¢ CG\JU
: N2921-01

P013-SS002-0006-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF128522.D\data.ms

5.457 6.463

7.398

6.834

4.410 4.8515.075 6. 575

2.40 2.60 2.8

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 600620640660680 700720740760

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

8.116

TIC: BF128522.D\data.ms
9.198

12.951

10.663

9.875 11.363

11.892 12.674

m

10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
6000000

5000000

4000000

3000000

2000000

TIC: BF128522.D\data.ms

Time-->

1000000

0

13.998
4.098

13.89
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15.133
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15.957

16.757 17.062
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T ‘ T
15.00
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T ‘ T
16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\

Data File : BF128522.D

Acqg On : 27 May 2022 21:29

Operator : CG\JU

Sample ¢ N2921-01 :
Misc P013-SS002-0006-01
ALS Vvial : 10 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 1 1-Pentene, 3-ethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
4.410 2.19 ng 144646  1,4-Dichlorobenzene-d4 6.840
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 50
2 Butane, 2,3-dimethyl-2-nitro- 131 C6H13NO2 034075-28-0 43
3 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 40
4 1-Octene, 3,3-dimethyl- 140 C10H20 074511-51-6 40
5 2-Butenoic acid, 4-nitrophenyl e... 207 C10H9NO4 014617-88-0 40
Abundance Scan 361 (4.410 min): BF128522.D\data.ms (-357) (-) m/z 41.10 100.00%
41.1
5000
4.00 4.20 4.40 4.60 4.80
147.1 207.1 : e
bl TS ST 2001 3410 4012 478. ., 69,10 87.13%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #3728: 1-Pentene, 3-ethyl-
41.0
5000 DL B UL AL B R
4.00 4.20 4.40 4.60 4.80
\ 98.0 m/z 43.10 82.49%
O‘\J\“\ iJh\\\fl\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #15952: Butane, 2,3-dimethyl-2-nitro-
41.0
T T R R
4.00 4.20 4.40 4.60 4.80
5000 m/z 54.95 53.95%
o““‘,,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3782: 1-Pentene, 3,3-dimethyl- ““““H““‘,H,“f%
69.0 4.00 4.20 4.40 4.60 4.80
m/z 71.10 31.23%
5000
1&% J ’\
O - e e e Eammsnaa
m/z--> 0 50 100 150 200 250 300 350 400 450 4.00 4.20 4.40 4.60 4.80
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 10

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
BF128522.D
. 27
: CG\JU

: N2921-01

May 2022 21:29

Sample Multiplier: 1

: C:\Database\NIST20.L

P013-SS002-0006-01

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 unknown4.851 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
4.851 2.37 ng 156246  1,4-Dichlorobenzene-d4 6.840
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, 2-p... 156 C9H1602 1000278-80-0 47
2 2-Butyne-1,4-diol, bis(.beta.-hy... 174 C8H1404 001606-85-5 28
3 Oxirane, ethyl- 72 C4H80 000106-88-7 25
4 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 25
5 2-Butenoic acid, 4-nitrophenyl e... 207 C10H9NO4 014617-88-0 25

Abundance Scan 436 (4.851 min): BF128522.D\data.ms (-433) (-) m/z 41.10 100.00%

41.1
5000
1 1470 2071 281.0 3552 4.60 4.80 5.00 5.20
ob Ay B 20D SELT  2BLO 3852 4181 n/z 69.05  59.89%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #33908: Cyclopropanecarboxylic acid, 2-pentyl ester
41.0
5000 L L I L LI L L B
4.60 4.80 5.00 5.20
87.0 m/z 43.05 44.06%
0 ‘ ‘ 1141.0
1 ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #49540: 2-Butyne-1,4-diol, bis(.beta.-hydroxyethyl) ether
69.0
4.60 4.80 5.00 5.20
5000 m/z 39.05 40.82%
0 “ Ll JT:LPO 1740
T T T \\‘\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #766: Oxirane, ethyl-
41.0 4.60 4.80 5.00 5.20
m/z 71.10 19.65%
5000
01 R A R B ﬂ##ﬁﬁfﬁfﬂﬁff%WTp#f
m/z--> 0 50 100 150 200 250 300 350 400 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128522.D

Acqg On : 27 May 2022 21:29

Operator : CG\JU

Sample : N2921-01 :
Misc P013-SS002-0006-01

ALS Vvial : 10 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.075 2.67 ng 176148 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Octanol 130 C8H180 000589-98-0 36
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 474 (5.075 min): BF128522.D\data.ms (-471) (-) m/z 43.00 100.00%
43.0
5000
‘ 101.1 4.80 5.00 5.20 5.40
ol 1470 2080 2810 /7 59.10  54.80%
miz-> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 /\\\\‘\\\\’\\\\‘\\\\‘\\\/\\
4.80 5.00 5.20 5.40
m/z 101.05 16.05%
101.0
01\3“\0“‘\‘ ‘\h‘ ‘ ‘\ 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 #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A RAREaRE T
4.80 5.00 5.20 5.40
5000 m/z 58.05 15.87%
29.0 101.0
ol dld |
miz--> 50 100 150 200 250
Abundance #15648: 3-Octanol R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.01%
5000
29.0 101.0
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40

8270-BF052622.M Tue May 31 02:25:20 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128522.D

Acqg On : 27 May 2022 21:29

Operator : CG\JU

Sample : N2921-01 :
Misc P013-SS002-0006-01

ALS Vvial : 10 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.892 2.76 ng 248500  Phenanthrene-di10 11.363
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1633 (11.892 min): BF128522.D\data.ms (-1629) (| m/z 43.10 100.00%
43.1 |73.0
5000
129.0
2132 - —
157.1185.2 3 11.50 12.00
N m/z 73.00 99.11%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 \‘ T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 99.01%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— =
11.50 12.00
5000 129.0 m/z 57.10 83.59%
171.0
214.0
0150?
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #109279:Tenadecan0k:add — —
73.0 11.50 12.00
43.0 m/z 41.05 82.32%
5000 129.0
185.0
|
0%?9W“MﬁwﬂmWkﬁﬁwuLM‘HHMAW‘HWHHM‘HMHW‘ o —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF052622.M Tue May 31 02:25:21 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128522.D

Acqg On : 27 May 2022 21:29

Operator : CG\JU

Sample : N2921-01

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

Sample Multiplier: 1

P013-SS002-0006-01

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

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 Octadecanoic acid

Concentration Rank 12

Relative to ISTD

R.T. EstConc Area
12.675 2.09 ng 188878
Hit# of 5 Tentative ID

Phenanthrene-di10

1 Octadecanoic acid

284 C18H3602

000057-11-4 99

2 Heneicosanoic acid 326 C21H4202 002363-71-5 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76
Abundance Scan 1766 (12.674 min): BF128522.D\data.ms (-1763) (- m/z 43.05 100.00%
43.0
5000 wuﬂﬂﬂﬂ%$ﬁkamﬂwﬁwwww
129.1
> 1851 T — T
I 24‘1-2 2843 325.¢ 12.50 13.00
0Ll bl pall w‘m‘mu T m/z 73.00 89.54%
miz-> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid
5000 129.0 = s
12.50 13.00
1850  o4q o 2240 m/z 60.00  86.05%
0! M\ \\1 w“‘ I “ “\‘ | L ‘\‘ “\ ‘\‘ . e
miz--> 100 150 200 250 300
Abundance #232199: Heneicosanoic acid
43.0 326.(
gy oy
129.0 12.50 13.00
5000 ITI/Z 55.10 80.93%
3.0 283.0
185.0 227.0
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid T —
43.0 256.0 12.50 13.00
m/z 57.05 76.24%
5000
129.0
3.0 213.0
171.0 ‘
0! w‘u‘w M‘“ | “w“ b “‘ R — —
m/z--> 50 100 150 200 250 300 12.50 13.00
8270-BF052622.M Tue May 31 ©2:25:22 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128522.D

Acqg On : 27 May 2022 21:29

Operator : CG\JU

Sample : N2921-01 :
Misc : P013-SS002-0006-01

ALS Vvial : 10 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 17-Pentatriacontene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.892 5.25 ng 317560 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 Cyclooctadecane, ethyl- 280 C20H40 1000151-22-5 87
3 10-Heneicosene (c,t) 294 C21H42 095008-11-0 68
4 1-Hexacosanol 382 C26H540 000506-52-5 64
5 n-Nonadecanol-1 284 C19H400 001454-84-8 64
Abundance Scan 1973 (13.892 min): BF128522.D\data.ms (-1969) (- m/z 55.10 100.00%
55.1
5000 MJ\‘/\AM
111.2
— ——
13.50 14.00
189.1 .
Ol M’J" Lo 2422971 m/z 83.10  83.34%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — e
7.0 13.50 14.00
m/z 97.10 72.73%
. [1] 1550 2100 267.0321.0 490,
‘\\\ ‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173735: Cyclooctadecane, ethyl-
55.0
— ——
13.50 14.00
5000 1110 m/z 69.10 65.96%
251.0
A asro |
O e B B B R e S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #192006: 10-Heneicosene (c,t) — —
535.0 13.50 14.00
m/z 57.10 61.78%
5000
111.0
oL ” ||| 1670 294.0
A B e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00

8270-BF052622.M Tue May 31 02:25:22 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\

Data File : BF128522.D

Acqg On : 27 May 2022 21:29

Operator : CG\JU

Sample ¢ N2921-01 :
Misc . P013-SS002-0006-01

ALS Vvial : 10 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 7 Triphenylphosphine oxide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.098 20.53ng 1242250 Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 ClsHisOP 000791-28-6 93

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V

5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo

1000483-83-4 90
015990-54-2 64
1000155-20-5 25
036682-12-9 12

Abundance Scan 2008 (14.098 min): BF128522.D\data.ms (-2002) (- m/z 277.10 100.00%
277.1
5000 A\
ml 15y 1991 —L —
204 ‘ 150 5" ‘ H | 14.00 14.50
ob—=b L Pl by 2390 L 343 p/; 278,10 31.54%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — :
14.00 14.50
77.0 109.0 m/z 77.10  25.66%
152.0
O \2\7\-0\ ‘}‘ T \“\ T ‘ L ““\ T \“\ U T T T T ‘ L ‘ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
P ‘
14.00 14.50
5000 m/z 199.10 22.40%
o 183.0
0 39# - ‘]‘.Zﬂﬁo \‘“‘ I \‘ ‘n 228.0
e e T T ot I
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h —+ —
277.0 14.00 14.50
m/z 183.05 21.13%
5000
o 183.0
e
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BF052622.M Tue May 31 02:25:23 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128522.D

Acqg On : 27 May 2022 21:29
Operator : CG\JU

Sample : N2921-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

P013-SS002-0006-01

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

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

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 8 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.486 2.15 ng 129974  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Docosane 310 C22H46 000629-97-0 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 83
Abundance Scan 2074 (14.486 min): BF128522.D\data.ms (-2070) (-} ' m/z 57.10 100.00%
57.1
5000 JJ\/\/M/\/
——
‘ | 9\'1 411 1972 267.3  325.0 1450
0 ‘p‘W‘WL ﬂw L S e m/z 43.10 65.83%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 T
14.50
m/z 71.05 65.78%
99.
O ‘ ) ‘ ‘H‘ “‘ H‘ \“ \]‘-\4\1 0\ J\-8\3\0‘ T T T 2??'9\ L
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
——
14.50
5000 m/z 85.10 48.49%
99.0
0 L i h\ | 14101830 225.0 267.0  338.0
Ll At
m/z--> 50 100 150 200 250 300 350
Abundance #212282: Docosane —
57.0 14.50
m/z 55.10 24.90%
5000 MW\MW
99.0
\ h L [J101830 2390 3100
m/z--> 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\

Data File : BF128522.D

Acqg On : 27 May 2022 21:29

Operator : CG\JU

Sample ¢ N2921-01 :
Misc P013-SS002-0006-01
ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Hexadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.133 2.56 ng 132311  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 1-Iodoundecane 282 C11H23I 004282-44-4 87
3 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 80

Abundance Scan 2184 (15.133 min): BF128522.D\data.ms (-2181) (- m/z 57.10 100.00%
57.1
—— —
|1 71 1411 183.1 2252 283.0 15,00 1559
ol b L 2%-0 1831 2252 28303251 0 43,10 53.77%
m/z--> 50 lOO 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 —r —
15.00 15.50
m/z 71.10  49.95%
oL ‘ | %?‘0‘ 141.0 183.0 226.0
\\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\
m/z--> 100 150 200 250 300 350
Abundance #175097: 1-lodoundecane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.10 39.42%
155.
osd L) M0 o
m/z--> 50 100 150 200 250 300 350
Abundance #246491: Tricosane, 2-methyl- T —
43.0 15.00 15.50
m/z 55.10 22.76%
7 MMW
5.0
0 ‘h h‘ 127016902110253029503380
— A e e —— ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\

Data File : BF128522.D

Acqg On : 27 May 2022 21:29

Operator : CG\JU

Sample ¢ N2921-01 :
Misc P013-SS002-0006-01

ALS vial : 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.957 2.91 ng 150622  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Docosane, 1-iodo- 436 C22HA5I 1000406-31-9 87
3 Hexacosane 366 C26H54 000630-01-3 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80

Abundance Scan 2324 (15.957 min): BF128522.D\data.ms (-2320) (- m/z 57.10 100.00%
57.1
20 16.00
ol “u A “L Llai00? 22532671 3848 190 60.36%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 L
16.00
m/z 43.10 59.00%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo-
57.0
—
16.00
5000 ITI/Z 85.10 46.65%
155.0 309.0
AIIERNIT. T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane 7
57.0 16.00
m/z 55.10 22.64%
o WWM
e e L e ——
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\

Data File : BF128522.D

Acqg On : 27 May 2022 21:29

Operator : CG\JU

Sample ¢ N2921-01 :
Misc P013-SS002-0006-01

ALS Vvial : 10 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
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 E-8-Hexadecen-1-0l acetate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.757 2.05 ng 106318 Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-8-Hexadecen-1-0l acetate 282 C18H3402 1000131-01-1 64
2 Eicosanal- 296 C20H400 002400-66-0 58
3 1,19-Eicosadiene 278 C20H38 014811-95-1 52
4 1-Eicosyne 278 C20H38 000765-27-5 50
5 1-Cyclohexylnonene 208 C15H28 114614-84-5 45

Abundance Scan 2460 (16.757 min): BF128522.D\data.ms (-2456) (- m/z 57.10 100.00%
57.1
L —— —
38.1 1,4 5208.1 2452 555 9 306, 16.50 17.00
oL—ly m/z 43.10 97.59%
m/z--> 50 100 150 200 250 300
Abundance #176227: E-8-Hexadecen-1-ol acetate
43.0
5000 82.0 —— e
16.50 17.00
m/z 82.05 61.57%
M Zfo 166.0 22%0 282.0
05— ‘\\H“‘ ‘\\\\”\\\\“\\‘\}“\\\‘\‘\\\
miz-> 50 100 150 200 250 300
Abundance #194557: Eicosanal-
82.0
43.0 —— —
16.50 17.00
5000 ITI/Z 83.10 55.79%
24.0
‘ 1N 166.0 208.0 2780
0 w‘ it v T
miz--> 50 100 150 200 250 300
Abundance #171303: 1,19-Eicosadiene —— —
55.0 16.50 17.00
m/z 55.10 53.43%
5000
i \ LER0 a0 meoeo
m/z--> 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128522.D

Acqg On : 27 May 2022 21:29

Operator : CG\JU

Sample : N2921-01 :
Misc P013-SS002-0006-01

ALS Vvial : 10 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 12 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.062 4.00 ng 206978  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
3 Eicosane 282 C20H42 000112-95-8 89
4 Docosane, 11-decyl- 451 C32H66 055401-55-3 87
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87
Abundance Scan 2512 (17.062 min): BF128522.D\data.ms (-2507) (-} ' m/z 57.10 100.00%
57.1
5000 NA\,A\/\\’\M
T \
‘ L] Sﬁo L 2052 2821 3552 1790
o‘m‘w‘wm “meww_m_m_m m/z 71.10  65.09%
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 —— :
17.00
m/z 43.10 61.72%
9.0
|11 )] 14101830 2540
0\\‘\\‘\\‘!“‘\“‘\\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #59048: Dodecane, 2-methyl-
57.0
T \
17.00
5000 m/z 85.10 48.10%
9.0 141.0
REE D DT
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane T
57.0 17.00
m/z 55.10 26.49%
5000 M/\AMMM
9.0
0 F ; 141.0183.0225.0 282.0
L ——
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128522.D

Acqg On : 27 May 2022 21:29

Operator : CG\JU

Sample : N2921-01 :
Misc P013-SS002-0006-01

ALS Vvial : 10 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 13 unknownl7.604 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.604 7.32 ng 378979  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 26,27-Dinorcholesta-5,22-dien-3-... 356 C25H400 057597-10-1 49
2 1,1,4,7-Tetramethyl-1a,2,3,4,6,7... 204 C15H24 405112-35-8 47
3 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24 057040-48-9 45
4 (1S,2E,4E,7E,10R,11E)-10-Acetoxy... 330 C22H3402 1000433-18-1 38
5 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 38

Abundance Scan 2604 (17.604 min): BF128522.D\data.ms (-2595) (- m/z 55.00 100.00%
55.0
107.1
5000 204.1
591 28513293 ., — —
' 17.50 18.00
oL m/z 43.16  70.52%
miz--> 50 100 150 200 250 300 350 400
Abundance #266301: 26,27-Dinorcholesta-5,22-dien-3-ol, (3.beta.,22
55.0
5000 T ‘ T T 1
107.0 2550 356.0 17.50 18.00
m/z 107.10  60.75%
ol ‘\‘ “\‘H“
m/z--> 50 100 150 200 250 300 350 400
Abundance #80379: 1,1,4,7-Tetramethyl-1a,2,3,4,6,7,7a,7b-octahydr
107.
161.0
e e
41.0 17.50 18.00
5000 204.0 m/Z 119.10 59.40%
0 ““ L\‘ “H’\ ‘H}H\‘L‘\‘ “‘ e L R e MMM
m/z--> 50 100 150 200 250 300 350 400
Abundance #80252: 1,3-Dimethyl-5-(propen-1-yl)adamantane T —
107.0 204.0 17.50 18.00
m/z 133.00 59.38%
5000/ 55.0 WWM
H 49.0
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128522.D

Acqg On : 27 May 2022 21:29

Operator : CG\JU

Sample : N2921-01 :
Misc : P013-SS002-0006-01

ALS Vvial : 10 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|
1-Pentene, 3-et... 4.410 2.2 ng 144646 1 6.840 1319180 20.0
unknown4.851 4.851 2.4 ng 156246 1 6.840 1319180 20.0
2-Pentanone, 4-... 5.075 2.7 ng 176148 1 6.840 1319180 20.0
n-Hexadecanoic ... 11.892 2.8 ng 248500 4 11.363 1803480 20.0
Octadecanoic acid 12.675 2.1 ng 188878 4 11.363 1803480 20.0
17-Pentatriacon... 13.892 5.3 ng 317560 5 13.998 1210340 20.0
Triphenylphosph... 14.098 20.5 ng 1242250 5 13.998 1210340 20.0
Nonadecane 14.486 2.1 ng 129974 5 13.998 1210340 20.0
Hexadecane 15.133 2.6 ng 132311 6 15.463 1034930 20.0
Octacosane 15.957 2.9 ng 150622 6 15.463 1034930 20.0
E-8-Hexadecen-1... 16.757 2.0 ng 106318 6 15.463 1034930 20.0
Octadecane 17.062 4.0 ng 206978 6 15.463 1034930 20.0
unknownl7.604 17.604 7.3 ng 378979 6 15.463 1034930 20.0
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