LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128536.D

Acqg On : 28 May 2022 04:32

Operator : CG\JU

Sample : N2954-10 :
Misc : P044-SS005-0006-01

ALS Vvial : 24 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: BF128536.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.069 470 473 480 rVB 85386 100931 2.04% 0.286%
2 5.457 533 539 542 rBV 4197928 4223012 85.49% 11.987%
3 6.292 671 681 691 rBv2 172439 325798 6.60% 0.925%
4 6.463 704 710 713 rBV 3868100 4261727 86.28% 12.096%
5 6.575 725 729 738 rBV 118663 162224  3.28% 0.460%

6 6.840 770 774 777 rBV 1642709 1407675 28.50%
7 7.398 864 869 872 rBV 2917723 2892231 58.55%
8 7.863 945 948 953 rVB 59572 52599 1.06%
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.122 987 992 995 rBV 2077950 1823269 36.91%
.198 1169 1175 1178 rBV 5422231 4939695 100.00% 14.021%

11 9.875 1284 1290 1294 rBV 2302178 1927949 39.03%
12 10.663 1418 1424 1427 rBV 3122753 2701432 54.69%
13 11.363 1539 1543 1546 rBV 2049865 1741809 35.26%
14 11.892 1629 1633 1637 rBV 302396 281334 .70%
15 12.674 1763 1766 1774 rBV 114982 144462 2.92%
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16 12.951 1809 1813 1816 rBV 4060033 3644127 73.77% 1e.
17 13.892 1964 1973 1985 rBV5 83762 295199 5.98%
18 13.998 1987 1991 1995 rBV 1274394 1255856 25.42%
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19 14.104 2002 2009 2019 rBV 946238 1189530 24.08% 376%
20 14.533 2078 2082 2087 rBV7 28295 55665 1.13% 158%
21 15.133 2180 2184 2188 rBV 83985 85637 1.73% 243%

22 15.215 2192 2198 2206 rBV9 40433 103586 2.10%
23 15.468 2235 2241 2246 rBV 1010218 1196502 24.22%
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24 15.957 2319 2324 2328 rBV = 112195 152125 3.08% 432%
25 16.756 2457 2460 2468 rVB7 31785 53326 1.08% 151%
26 17.062 2508 2512 2520 rVB2 50915 99821 2.02% 0.283%

27 17.604 2597 2604 2615 rVB2 30047 113758 2.30% ©.323%

Sum of corrected areas: 35231279
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Dat
Data File : BF128536.D

Acqg On : 28 May 2022 04:32

Operator : CG\JU

Sample : N2954-10

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\
: ASP BNA STANDARDS FOR 5 P

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

LSC Report - Integrated Chromatogram

a\BF@52722\

P044-SS005-0006-01

Methods\8270-BF052622.M
OINT CALIBRATION
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF052722\

BF128536.D

: 28 May 2022 04:32
: CG\JU
: N2954-10

: 24 Sample Multiplier: 1

hod
le

ry

: C:\Database\NIST20.L

P044-SS005-0006-01

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

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 wunknown6.292 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.202 a63ng 325798  1,4-Dichlorobenzene-dd 6.840
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, 1,1,3,3,5,5,7,7,9,... 430 CI2H3805Si6  000995-82-4 38
2 Heptasiloxane, 1,1,3,3,5,5,7,7,9... 504 C14H4406Si7 019095-23-9 38

3 2,3-Dimercaptobutane-1,4-diol, 4TMS 442 C16H4202S2Si4 959295-06-8 32
4 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 22
5 Tetrasiloxane, 3,5-diethoxy-1,1,... 518 C16H4607Si6 072439-78-2 16

Abundance Scan 681 (6.292 min): BF128536.D\data.ms (-671) (-) m/z 73.05 100.00%
3.0
207.1 R
147.0
J ‘ o ‘ 28113411 41524752 sa0, 6.00 6.20 6.40 6.60
0 “““““‘ m/z 207.10  23.29%
miz--> 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 B R IR L LR SR
207.0 2810 6.00 6.20 6.40 6.60
133.0 m/z 59.10 22.90%
\ ‘ 341.0 4150
O \\\\“\\\\‘\\\\\‘\\\\\‘i\\‘\\‘\I\\i\‘\\\\\‘\\\\\‘\‘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 A
R R
6.00 6.20 6.40 6.60
5000 207.0 m/z 42.95 19.38%
133.0 281.0 355.0
obrtrbhrre b bbb Lk 42004800
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322707: 2,3-Dimercaptobutane-1,4-diol, 4TMS AREEEE L R
73.0 6.00 6.20 6.40 6.60
m/z 193.10 13.03%
5000
221.0
147.0
o] 3880 o
Ot e e e e e e AR P e T
m/z--> 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\BF@52722\
Data File : BF128536.D

Acqg On : 28 May 2022 04:32

Operator : CG\JU

Sample : N2954-10 :
Misc : P044-SS005-0006-01

ALS Vvial : 24 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 2.30 ng 162224  1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2'-Hydroxypropiophenone, TMS der... 222 C12H1802Si 033342-87-9 37

2 1H-Indole-2-carboxylic acid, 6-(... 355 C21H25NO4 1010316-17-5 27

3 N-(2-Hydroxyethyl)pyridine-3-car... 310 C14H26N202Si2 1000485-24-9 27

4 8-Methoxy-3-o0x0-2,4-dihydro-1,4-... 207 C10H9NO4 711021-34-0 27

5 Benz[b]-1,4-oxazepine-4(5H)-thio... 207 C11H13NOS 1000258-63-4 27

Abundance Scan 729 (6.575 min): BF128536.D\data.ms (-725) (-) m/z 43.05 100.00%

43.0
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w Ajt
147.1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
281.1341.1
| ‘ \ | 11 41514755 g4, 6.20 6.40 6.60 6.80
Ol bbb bbb bbb T m/z 73.85 74.39%

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

Abundance  #101289: 2'-Hydroxypropiophenone, TMS derivative
207.0

?

5000 b e R
6.20 6.40 6.60 6.80
75.0

m/z 207.05 53.25%
HHHH L luﬁ) L

‘\H\’\\H‘\\H‘l\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

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

Abundance #264805: 1H-Indole-2-carboxylic acid, 6-(4-ethoxyphenyl
207.0

o

?

6.20 6.40 6.60 6.80

5000 m/z 193.00  27.09%
147.

355.0

43.0
296.0
\J‘ “1 l H ‘

| |
LA e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211233: N-(2-Hydroxyethyl)pyridine-3-carboxamide, 2T e AN ALELE
207.0 6.20 6.40 6.60 6.80

m/z 147.05 24.70%

o

N

73.0
5000

147.0 295.0
0 I ‘\. o |

_H‘,"H_‘H‘Hm‘HH‘mwmWm_m_m‘mw R R RRRRRRLERLL
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128536.D

Acqg On : 28 May 2022 04:32

Operator : CG\JU

Sample : N2954-10 :
Misc P044-SS005-0006-01

ALS Vvial : 24 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 4
R.T. EstConc Area Relative to ISTD R.T.
11.892 3.23 ng 281334  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Nonanoic acid 158 C9H1802 000112-05-0 43

Abundance Scan 1633 (11.892 min): BF128536.D\data.ms (-1629) (- m/z 72.95 100.00%

43.1 |73.0
5000
— L
11.50 12.00
A — m/z 60.60  94.34%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T N
11.50 12.00
m/z 43.10 94.27%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
: T

43.0 \
11.50 12.00
5000 129.0 m/z 57.05 81.35%
185.0
|
0%?Rduwumy”‘”k%“ﬂwJM‘_HJ_”‘_HNMH‘_M‘_H‘_
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid e —
43.0 73.0 11.50 12.00

m/z 41.10 81.00%

5000 129.0
199.0
e e T
015-0‘ Wl h\umH \m ul L ‘ =S

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128536.D

Acqg On : 28 May 2022 04:32

Operator : CG\JU

Sample : N2954-10 :
Misc : P044-SS005-0006-01

ALS Vvial : 24 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-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.892 4.70 ng 295199  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 87
4 Cyclooctadecane, ethyl- 280 C20H40 1000151-22-5 87
5 n-Heptadecanol-1 256 C17H360 001454-85-9 81
Abundance Scan 1973 (13.892 min): BF128536.D\data.ms (-1964) (- m/z 55.10 100.00%
5[:
97.0
5000
— ——
“ 139.1 207.1 g2 1 13.50 14.00
ob— pﬁk“wﬂhw Whﬂwu‘“u‘ku“ e m/z 57.05 91.79%
miz-> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 — e
13.50 14.00
m/z 83.05 89.26%
O ]\-Q\.Q i ‘ \ ‘ T \‘ ‘H‘ % ‘h ‘h T “\8\‘]- \0 222\0\ ‘26\4\()\ \3?8\ \o\ T
miz-> 50 100 150 200 250 300
Abundance #295270: Bromoacetic acid, octadecyl ester
43.0
— ——
83.0 13.50 14.00
5000 m/z 43.05 80.08%
Tlo
250.0
ol “\“\M H‘ | H\‘h u‘u ’w“l‘ ‘1‘0‘ e ‘297‘9‘ .
miz--> 50 150 200 250 300
Abundance #179253: n-Nonadecanol-1 — —
83.0 13.50 14.00
43.0 m/z 69.05 69.94%
5000
25.0
L asse o
owm‘uHHwm‘,“um‘_Hu_‘w_‘” — e
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@52722\
Data File : BF128536.D

Acqg On : 28 May 2022 04:32

Operator : CG\JU

Sample : N2954-10 :
Misc : P044-SS005-0006-01

ALS Vvial : 24 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 1
R.T. EstConc Area Relative to ISTD R.T.
14.104 18.94 ng 1189530  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 25

5 Thiophene-3-carbonitrile, 4-(4-m... 277 C13H11NO2S2 1000268-75-0 9

Abundance Scan 2009 (14.104 min): BF128536.D\data.ms (-2002) (- m/z 277.10 100.00%
277.1

—

5000
. 199.1 —— ——
d ‘ 1151152-1 ‘ H 14.00 14.50
o300 L ust b bbb 84l ;078,10 31.01%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 T ——
14.00 14.50
77.0 199.0 m/z 199.10  19.63%
152.0
O\2\7\.()\‘}‘\\“\\‘\\\\“H\\\“\U\\\\‘\\‘\\‘\\\\‘
m/z--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
" 7
14.00 14.50
5000 m/z 77.05 18.87%

183.0

39# (I~ ‘]‘.%ﬁo \‘“‘ I ‘\“ L\ ‘2‘28"9‘ ]

miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h
277.0

o
~
~
o

—— T
14.00 14.50

m/z 183.10  18.66%

5000

o 183.0
131.0
m/z--> 50 100 150 200 250 300 14.00 14.50

F::::::::=_
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128536.D

Acqg On : 28 May 2022 04:32

Operator : CG\JU

Sample : N2954-10

Misc

ALS vial : 24

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

P044-SS005-0006-01

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

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 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.957 2.54 ng 152125  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2324 (15.957 min): BF128536.D\data.ms (-2319) (- m/z 57.05 100.00%
57.0
16.00
14121832 :
ol \L“ H “‘ Liqiiasie 23912811327.0 m/z 71.1e  59.39%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 T
16.00
m/z 43.05 55.19%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\‘\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0
e
16.00
5000 m/z 85.05 50.33%
oL L 11?701690 2250 29503370
el e P
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 16.00
m/z 55.10 21.82%
- W\A\w
oL ‘L‘ 1 M | 1410183.0225.0267.0309.0 367.0
e e T e e
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

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

Data File : BF128536.D

Acqg On : 28 May 2022 04:32
Operator : CG\JU

Sample : N2954-10

Misc

ALS Vvial : 24 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

1407680
1407680
1741810
1255860
1255860

20.
20.
20.
20.
20.

P044-SS005-0006-01

TIC Top Hit name RT EstConc Units Response |#
unknown6.292 6.292 4.6 ng 325798 1
unknown6.575 6.575 2.3 ng 162224 1
n-Hexadecanoic ... 11.892 3.2 ng 281334 4
n-Tetracosanol-1 13.892 4.7 ng 295199 5
Triphenylphosph... 14.104 18.9 ng 1189530 5
Octacosane 15.957 2.5 ng 152125 6
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