LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04 :
Misc : P026-SS001-0006-01

ALS vial : 6 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: BF128543.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.934 105 110 116 rBV 41790 64822 1.78% 0.215%
2 3.904 271 275 280 rVB 29367 38491 1.06% 0.128%
3 5.051 467 470 478 rVB 69563 77058  2.12%  ©.255%
4 5.445 532 537 540 rBV 2855459 2670486 73.41%  8.854%
5 6.287 676 680 694 rBv2 158730 239575 6.59% 0.794%

6 6.457 704 709 712 rBV 2885333 2805100 77.12%
7 6.575 725 729 743 rBV2 207094 305532  8.40%
8 6.834 770 773 777 rBV 1422536 1244424 34.21%
9 7.398 863 869 872 rBV 2110158 1943379 53.43%

8.122 987 992 995 rBV 1727804 1656294 45.53%

(O o) W SN W Vo]
=
N
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11 9.198 1169 1175 1178 rBV 4029095 3637553 100.00% 12.
12 9.875 1283 1290 1294 rBV 2252986 1888096 51.91%
13 10.663 1419 1424 1427 rBV 2502969 2211830 60.81%
14 11.363 1539 1543 1546 rBV 2229833 1864926 51.27%

P aONODN
w
w
w
R

15 11.892 1629 1633 1642 rBv2 471351 464473 12.77% 540%
16 11.980 1645 1648 1652 rVB 66219 56157 1.54% ©.186%
17 12.163 1673 1679 1686 rVB5 30441 65127 1.79% ©.216%
18 12.474 1724 1732 1733 rBV3 53762 83509 2.30% ©0.277%
19 12.492 1733 1735 1738 rVB 131889 103110 2.83% 0.342%
20 12.674 1762 1766 1770 rBV2 293774 308085 8.47%  1.021%
21 12.71@ 1770 1772 1777 rVB 59203 57565 1.58% ©.191%
22 12.839 1790 1794 1799 rVB4 44673 45889 1.26% 0.152%
23 12.892 1800 1803 1805 rVB 67863 52068 1.43% 0.173%
24 12.951 1809 1813 1818 rVB 3679739 3294686 90.57% 10.923%
25 13.133 1841 1844 1847 rVB 109309 98390 2.70% ©.326%
26 13.168 1847 1850 1852 rBV 137436 112499 3.09% 0.373%
27 13.321 1873 1876 1879 rVB 114154 98349 2.70% ©.326%
28 13.357 1879 1882 1884 rBV2 64137 60717 1.67% ©.201%
29 13.427 1891 1894 1899 rVB 111107 95700 2.63% 0.317%
30 13.539 1908 1913 1917 rBV2 146301 183465 5.04% ©.608%

31 13.898 1970 1974 1987 rVB4 170397 381042 10.48%
32 13.998 1987 1991 1995 rBV 1305650 1259647 34.63%
33 14.098 2003 2008 2017 rVB 409152 473786 13.02%
34 14.480 2070 2073 2077 rBV 80541 75244
35 15.098 2174 2178 2180 rBV 104285 116722  3.21%
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36 15.133 2180 2184 2190 rVB 141692 177987 4.89%  0.590%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04 :
Misc : P026-SS001-0006-01

ALS vial : 6 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

37 15.468 2235 2241 2245 rBV 774174 984153 27.06%  3.263%
38 15.951 2319 2323 2331 rVB 97558 140910 3.87% 0.467%
39 16.092 2340 2347 2360 rBV6 96962 352492 9.69% 1.169%
40 16.751 2454 2459 2466 rVB 168119 303340 8.34% 1.006%
41 17.609 2600 2605 2606 rBv4 47266 69395 1.91% 0.230%

Sum of corrected areas: 30162073
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 28 May 2022 12:33
: CG\JU
: N2928-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
BF128543.D

P026-SS001-0006-01

: 6 Sample Multiplier: 1

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

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

AP 5550
3500000
3000000
2500000
2000000
1500000
1000000

500000

0
Time-->

TIC: BF128543.D\data.ms

5.445 6.457

7.398

6.834

6.575
2.934 3.904 5.051 6.287

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
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF128543.D\data.ms
9.198 12.951

10.663
9.875 11.363

8.122

11.892

12.674
L ! | iomacs R4 mpmaT

T —T ‘
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

AP S50
3500000
3000000
2500000
2000000
1500000
1000000

500000

0

TIC: BF128543.D\data.ms

13.998

15.468

4.098
M9 14.480 1520533 15.9%1092 16.751 17.609

Time--> 13.50

T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T
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\BF052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04 :
Misc : P026-SS001-0006-01

ALS vial : 6 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 unknown6.287 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.287 3.85 ng 239575 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octasiloxane, 1,1,3,3,5,5,7,7,9,... 578 C16H5007Si8 019095-24-0 43
2 1,2-Benzenediol, 3,5-bis(1,1-dim... 222 C14H2202 001020-31-1 30
3 2'-Hydroxypropiophenone, TMS der... 222 C12H1802Si 033342-87-9 30
4 2-Acetylamino-3-(4-ethoxy-phenyl... 249 C13H15NO4 325482-56-2 30
5 Methyltris(trimethylsiloxy)silane 310 C1@H3003Si4 017928-28-8 27
Abundance Scan 680 (6.287 min): BF128543.D\data.ms (-676) (-) m/z 73.10 100.00%
3.1
207.1
5000
147.1
281.1341.1 e e RN
L ‘ | ‘ | } \ } 41‘5 1475 1 549.2 6.00 6.20 6.40 6.60

o_mﬁm‘_Hu‘_mwm‘wm_m‘hmmm_wm m/z 207.10  72.00%

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

Abundance #345536. Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,1

73.0
5000 207.0 LB e A B e
6.00 6.20 6.40 6.60
1470 281.0 m/z 193.10  36.28%
’ 341.0 429.0
O‘\\\\“‘\\‘\\‘\‘\\\‘\\\\H\\‘\\‘\‘\\l\‘\\M\“‘HT!\‘\\\\‘\\5\\0‘3\\0\5\‘6\3\\(
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101727: 1,2-Benzenediol, 3,5-bis(1,1-dimethylethyl)-
207.0
AmmmE E e
6.00 6.20 6.40 6.60
5000 m/z 147.05 30.47%
57.0
o‘lt“'?qw'l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #101289: 2'-Hydroxypropiophenone, TMS derivative T EammmnsETEL LR SR
207.0 6.00 6.20 6.40 6.60
m/z 43.00 25.85%
5000
75.0
H L 135
o_Muumm‘\M*H‘Hm_mwwwm‘w‘ww e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04 :
Misc : P026-SS001-0006-01

ALS vial : 6 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 2 unknown6.575 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.575 4.91 ng 305532  1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 C12H3805Si6 000995-82-4 43
2 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H44065i7 019095-23-9 32
3 1,4-Bis(trimethylsilyl)benzene 222 C12H22Si2 013183-70-5 30
4 1,2-Bis(trimethylsilyl)benzene 222 C12H22Si2 017151-09-6 30
5 N-(2-Hydroxyethyl)-N"-(2-methoxy... 354 C16H30N203Si2 1000501-33-3 27
Abundance Scan 729 (6.575 min): BF128543.D\data.ms (-725) (-) m/z 73.05 100.00%
73.0
207.1
5000
147.1
28113411 L L L R B A
415.1 . . . .
L ‘ 0 514751 59, 6.20 6.40 6.60 6.80
0 bbb b L SR m/z 43,00 92.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #317823: Hexasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11-dodece
73.0
5000 L L N BN B R B
207.0 281.0 6.20 6.40 6.60 6.80
133.0 m/z 207.10 63.19%
LT
0 \\\\‘\\\\‘\‘\\l\l‘\\\\‘\\‘\\‘\\\l\‘\\\\‘l\\\\‘\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338596: Heptasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13-
73.0
R RN
6.20 6.40 6.60 6.80
5000 207.0 m/z 193.10 36.55%
133.0 281.0 355.0
S S T O SO O G -
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101312: 1,4-Bis(trimethylsilyl)benzene A NER R
207.0 6.20 6.40 6.60 6.80
m/z 147.05 30.36%
5000
73.0
bk 20
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04 :
Misc P026-SS001-0006-01

ALS vial : 6 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.892 4.98 ng 464473  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Nonanoic acid 158 C9H1802 000112-05-0 53
Abundance Scan 1633 (11.892 min): BF128543.D\data.ms (-1629) (- m/z 43.05 100.00%
43.0 73.1
o _#L'
= —T
11.50 12.00
[ m/z 73.10  93.51%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 " I
11.50 12.00
167.01g5 02130  256.0 m/z 59.95 88.20%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— ==
11.50 12.00
5000 129.0 m/z 57.10 77 .09%
199.0
s e
0%§RM“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid = T
73.0 11.50 12.00
43.0 m/z 55.10 69.64%
5000 129.0
185.0
|
0%?9W“WﬁwﬂmWkﬁﬁwuLM‘HHMAW‘HWHH_!HMHW‘ == —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF052622.M Tue May 31 03:07:48 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04 :
Misc P026-SS001-0006-01

ALS vial : 6 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 1,1'-Biphenyl, 2,3',4,4',5-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.674 3.30 ng 308085 Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,3',4,4',5-penta... 324 C12H5CI15 031508-00-6 99
2 2,3,3',4,5"' —Pentachlor‘o 1 1'-bip... 324 C12H5C15 070362-41-3 99
32,2',3,6,6"'-Pentachloro-1,1"'-bip... 324 C12H5C15 073575-54-9 99
4 2,3,3',4,5-Pentachloro-1,1"-biph... 324 C12H5C15 070424-69-0 99
52,3,3',4"'",5'- Pentachloro-1,1"'-b... 324 C12H5C15 076842-07-4 99

Abundance Scan 1766 (12.674 min): BF128543.D\data.ms ( 1762) (- | m/z 325.90 100.00%

5000

| Ja .

12.50 13.00

0 m/z 254.00 87.38%
m/z--> 50 100 150 200 250 300 350
Abundance #228432: 1,1'-Biphenyl, 2,3',4,4',5-pentachloro-
326.0
254.0 J\/\
5000 T ‘A \/\ T \A T ‘/\
12.50 13.00
128.0 1840 m/z 256.00  77.80%
mo ],
0\\‘\\\\“‘\\\\‘\\‘\‘\HU\\‘H\\\\‘\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #228361: 2,3,3',4,5'-Pentachloro-1,1'-biphenyl
326.0
12.50 13.00
5000 ITI z 43.05 71.99%
254.0
740 127.0 18‘40 H‘
(SRSt N PRVEVES S N NSNS | S
m/z--> 50 100 150 200 250 300 350
Abundance #228365: 2,2',3,6,6'-Pentachloro-1,1'-biphenyl
326.0 12 50 13 00

m/z 73.05 70.78%

5000 254.0
184.0
0 al \L‘ Il Il JJu 1

I
m/z--> 50 100 150 200 250 300 350 12 50 13 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04 :
Misc : P026-SS001-0006-01

ALS vial : 6 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 2,3,4,4',5,6-Hexachloro-1,1... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.539 2.91 ng 183465 Chrysene-di2 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,3,4,4',5,6-Hexachloro-1,1"'-bip... 358 C12H4Cl6 041411-63-6 99
2 2,3',4,4',5',6-Hexachloro-1,1"-b... 358 C12H4Cl6 059291-65-5 99
3 1,1'-Biphenyl, 2,2',3,4',5,5'-he... 358 C12H4Cl6 051908-16-8 99
4 2,3,3',4,5,5"'-Hexachloro-1,1"-bi... 358 C12H4Cl6 039635-35-3 99
5 1,1'-Biphenyl, 2,3,3",4,4"',5'-he... 358 C12H4Cl6 069782-90-7 99

Abundance Scan 1913 (13.539 min): BF128543.D\data.ms (-1908) (- m/z 359.90 100.00%

289.9  350.9
Iy AAAAAM A ‘A‘ AA

13.50

5000

0! m/z 289.90 92.24%
m/z--> 50 100 150 200 250 300 350
Abundance #267150: 2,3,4,4',5,6-Hexachloro-1,1"-biphenyl
360.0
5000 o M A A A
290.0 13.50

m/z 361.90 76.79%
0 ; 73MQ lo?q\]‘-‘lfo‘ls%ozlﬁozsﬁo ‘H‘u
T ’ T ’ =TT ‘ T T T ‘ T ‘ L ‘ T T T ‘

miz--> 50 100 150 200 250 300 350
Abundance #267172: 2,3',4,4',5',6-Hexachloro-1,1'-bipheny

i)

13.50
5000 m/z 287.95 69.48%

0,
m/z--> 50 100 150 200 250 300 350
Abundance #267206: 1,1'-Biphenyl, 2,2',3,4',5,5'-hexachloro-

)l 1)

360.0 13.50
m/z 357.90  52.33%
5000 290.0
145.0
218.0
109.0 ‘ 181.0 )\
73.0 ‘ ’ 254.0
] B Y \h ‘\H‘H A I, : ‘\H SN ‘H\ - N ‘AA‘ ‘)\ VR ‘I\A‘
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04 :
Misc P026-SS001-0006-01

ALS vial : 6 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 1-Tetracosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.898 6.05 ng 381042  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 1974 (13.898 min): BF128543.D\data.ms (-1970) (- m/z 55.10 100.00%

55.1
97.1
5000
— ——
H * 9.1 1921 2452 a71 20 14.00
ol LA AT 9] 29522810 8271 4, 57.10 98.91%
m/z--> 50 100 150 200 250 300
Abundance #244231:; 1-Tetracosene
43.0 83.0
5000 — ——
13.50 14.00
25.0 m/z 43.10 90.17%
04 \“\ ‘ ’M\”‘ e ‘H‘ “\ ‘“\ %??9‘2199‘ LA B \3\36\(‘:
m/z--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol
83.0
43.0
— ——
13.50 14.00
5000 ITI/Z 83.10 84.11%
25.0
oo UL 1L om0 200 om0
m/z--> 50 100 150 200 250 300
Abundance #248981: 1-Heneicosyl formate “ ——
57.0 13.50 14.00
97.0 m/z 97.10 79.76%
- W\/\JLW
294.0
ol LLLJ L LS 018202020 2940 gag  ernterd
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\BF052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04 :
Misc : P026-SS001-0006-01

ALS vial : 6 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 7 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.098 7.52 ng 473786  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 94
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 25
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 23

Abundance Scan 2008 (14.098 min): BF128543.D\data.ms (-2003) (- m/z 277.10 100.00%

277.1
5000
77.0 199.1

T
s0. ‘ ‘ 1150 15?-1 ‘ H 14.00 14.50
Y B SO O - PR 72 N m/z 278.10  31.65%

miz--> 50 100 150 200 250 300

Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 T —

152.0 14.00 14.50

m/z 77.05 25.71%

13 95.0
. ‘ ‘ ‘ ‘\ T \H“ : L. “ | ‘Muh‘\ 1 \H . ”\ ‘\‘ : [H . ?3:3‘0 —
miz-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

o

14 00 14 50
5000 m/z 199.10 21.57%
77.0 183.0
0 3gd I 1 ‘:‘L%?‘.O ‘H “ n 228.0
T b sl oy e
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (trlphenylphosphoranylldene)h — =

77.0 14.00 14.50

m/z 201.10  21.53%

5000
77.0 183.0
0 ‘ ‘\ [ 13\1'0 I h H i L

m/z--> 50 100 150 200 250 300 14 00 14 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04 :
Misc P026-SS001-0006-01

ALS vial : 6 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 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 8 Nonadecanoic acid, pyrrolidide Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.098 2.37 ng 116722  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecanoic acid, pyrrolidide 351 C23H45N0 1000336-08-0 95
2 10-Methyl-hexadecanoic acid, pyr... 323 C21H41NO 1000336-18-3 95
3 16-Methyl-octadecanooic acid, py... 351 C23H45NO 1000336-03-8 93
4 11-Methyl-octadecanoic acid, pyr... 351 C23H45NO 959259-82-6 87
5 Pyrrolidine, 1-(6-methyl-1-oxooc... 351 C23H45NO 056600-07-8 87

Abundance Scan 2178 (15.098 min): BF128543.D\data.ms (-2174) (- m/z 113.05 100.00%

13.1
5000

—= —
43.1 ‘ 168.1 3223 . 15.00 15.50
oh M oL 2000 238228038223 4190 19610 18.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #260723: Nonadecanoic acid, pyrrolidide
113.0
5000 s :

15.00 15.50
m/z 43.10 14.80%

55.0
L ).| |, 1680 2380 2040 3510
\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #228144: 10-Methyl-hexadecanoic acid, pyrrolidide
118.0

—
15.00 15.50

o

5000 m/z 55.10 12.95%
55.0
o | | n | 1680  238.0280.0323.0
crped I e R
m/z--> 50 lOO 150 200 250 300 350 400
Abundance  #260739: 16-Methyl-octadecanooic acid, pyrrolidide —— ‘
113.0 15.00 15.50

m/z 70.10 11.79%

5000
55.0
‘ 168.0210.0 266.0 322.0

m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

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

Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04 :
Misc P026-SS001-0006-01

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: 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 9 Tetradecane, 1l-iodo- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.133 3.62 ng 177987  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

2 Heptacosane 380 C27H56 000593-49-7 86
3 Heneicosane 296 C21H44 000629-94-7 80
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
5 Pentadecane, 3-methyl- 226 Cl6H34 002882-96-4 80

Abundance Scan 2184 (15.133 min): BF128543.D\data.ms (-2180) (- m/z 57.10 100.00%
57.1
1500 1550
1111552 207.1 : .
oL LLLIE52 2071 2071 w60 a021 W il 63 ook
miz--> 50 100 150 200 250 300 350 400
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 — —
15.00 15.50
m/z 43.10 54.56%
13.0 197.0
O\\“\\"H\“\‘\‘\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 45.78%
ol ||| 1130 1600 2250 2810 380.0
e e R e e B I e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane T —
57.0 15.00 15.50
m/z 41.10 18.33%
o "U\/LN\WV”N\MW
ol LLLLiTT 199 20 meo I
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF052622.M Tue May 31 03:07:49 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

P026-SS001-0006-01

: 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 10 Octacosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.951 2.86 ng 140910  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 2323 (15.951 min): BF128543.D\data.ms (-2319) (- m/z 57.10 100.00%
57.1
5000 A—\A\JMV
P
‘ ‘ 169.2 219.1267.0 16.00
ol hd mu_M Wi A0 3288 4002 nyz 43.10 62.62%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane
57.0
5000 R
16.00
m/z 71.10 57.81%
oL ‘ | 1130 160.0 225.0 281.0 337.0 394.0
\\\‘ \\‘\\\!‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0
P
16.00
5000 m/z 85.10 47 .47%
ol | “\\ ¥ \1690 2250 2810 3650
R ““‘H‘ i I e e R R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- —
57.0 16.00
m/z 55.10 21.67%
o JRWWJRMWWAM/\WMWMWW
169.0
LI 190 2280 zmmoasio o .
m/z--> 50 100 150 200 250 300 350 400 450 16.00

8270-BF052622.M Tue May 31 03:07:50 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04 :
Misc : P026-SS001-0006-01

ALS vial : 6 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 11 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.092 7.16 ng 352492  Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Triacontyl acetate 480 C32H6402 041755-58-2 94
3 Octacosanol 410 C28H580 000557-61-9 94
4 Fumaric acid, hexadecyl 2-methyl... 394 C24H4204 1000330-55-5 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 2347 (16.092 min): BF128543.D\data.ms (-2340) (- m/z 57.10 100.00%
7.1

111.1
U \
16.00
67.9222.1 281.1 394.4
0 ‘H‘wwﬂjp¢$ﬂ%“'W‘Mm“‘u“‘u“‘u“‘u“‘u m/z 43.10 90.79%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0
111.0
5000 — ‘
16.00
{ m/z 55.10  83.77%
O ll“”‘ \()\‘2\2\2\(\)‘2\7\\8\()‘\\\\‘3\7\\8\0‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #334198: Triacontyl acetate
43.0
97.0 T \
16.00
5000 ITI/Z 83.10 73.66%
ol ) ‘ I 209 02640 334.0 4200 480,
e “H‘ Hl : ‘ T
mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #308225: Octacosanol T ‘
57.0 16.00
m/z 97.10 69.01%
5000 111.0 MMAMNWJxM/\kawwVWMM
ol h { h 1‘ 1‘167 02220 292.0 392.0
‘H“‘H“‘H‘ R e e AR ——
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33

Operator : CG\JU

Sample : N2928-04 :
Misc : P026-SS001-0006-01

ALS vial : 6 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 Oxirane, hexadecyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.751 6.16 ng 303340  Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
2 Hexacosanal 380 C26H520 026627-85-0 87
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 72
4 Tetracosanal 352 C24H480 057866-08-7 68
5 Octadecanal 268 C18H360 000638-66-4 58

Abundance Scan 2459 (16.751 min): BF128543.D\data.ms (-2454) (- m/z 57.10 100.00%

57.1
5000

9 l T T T T T T
1650  17.00
2080 2821 .
iy h L o9t 00 2821s2rl 4187 43.10  80.78%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158578: Oxirane, hexadecyl-
82.0

o

5000 e —
16.50 17.00
29. m/z 82.10 65.78%
O T \‘T‘ L‘“‘ T ‘ ““ Hh]\.m“\”\ ]‘ T \]-\9\4‘0\ \2;'5‘()\()\ T ‘ LI ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosana
57.0
— =
16.50 17.00
5000 ITI/Z 55.05 55.23%
1.0 362.0
ol ALLLLLL, 2000 2500 2060 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl- — —
82.0 16.50 17.00

m/z 83.05 50.11%

50001 5g ¢ WLM/
“ | ‘“M ]m“ ”\ Lo 194.0 264.0

It S — —
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128543.D

Acqg On : 28 May 2022 12:33
Operator : CG\JU

Sample : N2928-04

Misc

ALS vial : 6 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---|
Resp Conc|

RT

1244420
1244420
1864930
1864930
1259650
1259650
1259650
984153
984153
984153
984153

20.
20.
20.
20.
20.
20.
20.
20.
20.
20.
20.

P026-SS001-0006-01

TIC Top Hit name RT EstConc Units Response |#
unknown6.287 6.287 3.9 ng 239575 1
unknown6.575 6.575 4.9 ng 305532 1
n-Hexadecanoic ... 11.892 5.0 ng 464473 4
1,1'-Biphenyl, ... 12.674 3.3 ng 308085 4
2,3,4,4',5,6-He... 13.539 2.9 ng 183465 5
1-Tetracosene 13.898 6.0 ng 381042 5
Triphenylphosph... 14.098 7.5 ng 473786 5
Nonadecanoic ac... 15.098 2.4 ng 116722 6
Tetradecane, 1-... 15.133 3.6 ng 177987 6
Octacosane 15.951 2.9 ng 140910 6
1-Heptacosanol 16.092 7.2 ng 352492 6
Oxirane, hexade... 16.751 6.2 ng 303340 6

8270-BF052622.M Tue May 31 ©3:07:50 2022
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[OIOR R GE GG R R GRE RO RO R

Pag 16



