LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090622\
Data File : BP@11624.D

Acqg On : 06 Sep 2022 14:21
Operator : CG/JU

Sample : N4446-11

Misc :

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 P\Methods\8270E-BP096222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO11624.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.028 3 7 14 rW 125766 222352 1.89% 0.488%
2 3.099 14 19 48 rVvB 1313189 2444094 20.82% 5.367%
3 4.516 252 260 268 rBV2 99504 277388 2.36% 0.609%
4 5.058 346 352 359 rVB 121476 192972 1.64% 0.424%
5 5.522 425 431 442 rBV 725657 1169617 9.96% 2.569%

6 7.116 696 702 716 rBV 584726 1018311 8.67% 2.236%
7 7.969 840 847 855 rBV = 222992 373510 3.18% ©.820%
8 9.134 1037 1045 1056 rBV 809459 1376116 11.72%  3.022%
9 10.787 1313 1326 1335 rBV 336959 601313 5.12% 1.321%
10 12.081 1539 1546 1562 rBV2 175076 453770 3.86% ©.996%
11 13.034 1703 1708 1719 rVB 179219 302456 2.58% 0.664%
12 13.240 1735 1743 1753 rBV 2412396 3725789 31.73%  8.182%
13 14.051 1875 1881 1894 rBV 176837 366982 3.13% ©.806%
14 14.610 1969 1976 1991 rVB 601762 929825 7.92% 2.042%
15 15.428 2106 2115 2125 rBV 70664 148430 1.26% ©.326%

16 16.098 2222 2229 2248 rBV 7883613 11198178 95.37% 24.592%
17 17.363 2438 2444 2456 rVB 950957 1405506 11.97%
18 18.245 2590 2594 2601 rBV 205481 333456 2.84%
19 18.322 2603 2607 2620 rVB 173514 284929 2.43%
20 19.474 2799 2803 2812 rBV3 167501 285535 2.43%

[OINORINVY]
o))
N
a
S

21 19.916 2872 2878 2885 rBV 9585112 11741319 100.00% 25.
22 21.439 3132 3137 3151 rBV 1929826 2516445 21.43%
23 21.563 3154 3158 3169 rBV 598148 1144094 9.74%
24 23.910 3551 3557 3567 rVB2 1486093 3024118 25.76%

a N v
Ul
=
N
B

Sum of corrected areas: 45536505
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 06 Sep 2022 14:21
: CG/JU
: N4446-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90622\
BP011624.D

: 6 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP090222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

8000000

6000000

4000000

2000000

0

TIC: BP011624.D\data.ms

.099

5.522 7116 9.134
OR8 4516 5088 | I 7.969 Agﬁ 10.787

—_— o~ AN
L B B I s B B O B L B O L D

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

TIC: BP011624.D\data.ms
19.916

16.098

13.240

14610 17.363
12.081 13.03 14051 | 15.428 NJ(;4‘,_4,,H~,4JﬁAAJ_N,vffﬁﬁaz 19.474

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

8000000

6000000

4000000

2000000

0

TIC: BP011624.D\data.ms

21.439 23.910

.563

Time--> 20

50 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270E-BP09022
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90622\

BP011624.D
: 06 Sep 2022 14:21
: CG/JU
: N4446-11
: 6 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP090222.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
3.099 130.87 ng 2444090 1,4-Dichlorobenzene-d4 7.969
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 19 (3.099 min): BP011624.D\data.ms (-14) (-) m/z 72.95 100.00%
73.0
5000 Jﬂ\\\
T
‘ ‘ 3.20 3.40
ol dil) 1370 2079 2811341.1402345045170 1/, 4300 33.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B BB B B
3.20 3.40
“ ‘ m/z 87.05 25.34%
O\\A\‘!J[‘*l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
T
3.20 3.40
5000 m/z 55.05 25.01%
o‘“”ﬂl,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- ——
73.0 3.20 3.40
m/z 71.10 10.84%
5000 j\\\
O‘WJﬁ‘H‘H‘W‘H‘_‘H‘H‘W“H,H‘W‘H‘_‘H,H‘W‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40

8270E-BP090222.M Wed Sep 07 16:41:22 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090622\
Data File : BP@11624.D

Acq On : 06 Sep 2022 14:21
Operator : CG/JU

Sample : N4446-11

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP090222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Crotonic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.516 14.85 ng 277388 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Crotonic acid 86 C4H602 003724-65-0 97
2 Isocrotonic acid 86 C4H602 000503-64-0 95
3 2-Butenoic acid, (E)- 86 C4H602 000107-93-7 93
4 2-Propenoic acid, 2-methyl- 86 C4H602 000079-41-4 87
5 Furan 68 C4H40 000110-00-9 64
Abundance Scan 260 (4.516 min): BP011624.D\data.ms (-252) (-) m/z 85.95 100.00%
86.0
5000 JL\
e EEERRREESS T
l 4.20 4.40 4.60 4.80
obrr bl 151.82110 282.6 3998 483.9544.C /7 39.00  86.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1853: Crotonic acid
39.0
5000 L LI L I L LR
4.20 4.40 4.60 4.80
‘ m/z 41.85 69.17%
O‘\“\“\‘\‘MMW‘H‘HH‘HH‘HH‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1867: Isocrotonic acid
86.0
e EARRREESS S
4.20 4.40 4.60 4.80
5000 m/z 67.95 47 .69%
27.
0“‘h‘““”m‘u‘mwu‘Wm‘mwm‘mWm‘mwm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1872: 2-Butenoic acid, (E)- |
86.0 4.20 4.40 4.60 4.80
m/z 69.00 43.28%
5000
27.
0““W“‘H‘H‘mwu‘Wm‘mwm‘mWm‘mwm_ R BEmanuaeas S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090622\
Data File : BP@11624.D

Acq On : 06 Sep 2022 14:21
Operator : CG/JU

Sample : N4446-11

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP090222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.058 10.33 ng 192972  1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 25
4 3-Octanol 130 C8H180 000589-98-0 25
5 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 25
Abundance Scan 352 (5.058 min): BP011624.D\data.ms (-346) (-) m/z 43.00 100.00%
43.0
5000
101.0 R R

4.80 5.00 5.20 5.40
htod 09, 281.0342.0403.3 470.3 549 n/7 59.10  53.30%

Ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 TTTT [T rrrrprrr
4.80 5.00 5.20 5.40
101.0 m/z 58.60 21.03%
O‘\\”\H\‘“\\\‘\H\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
R R RE
4.80 5.00 5.20 5.40
5000 ITI/Z 101.00 20.45%
101.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)- o RAEmaTEEEE S
59.0 4.80 5.00 5.20 5.40
m/z 41.05 6.86%
5000
e
oA e e e .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40

8270E-BP090222.M Wed Sep 07 16:41:24 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090622\
Data File : BP@11624.D

Acq On : 06 Sep 2022 14:21
Operator : CG/JU

Sample : N4446-11

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP090222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Cyclohexasiloxane, dodecame... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.081 15.09 ng 453770  Naphthalene-d8 10.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexasiloxane, dodecamethyl- 444 C12H3606Si6 000540-97-6 87
2 Radiclonic acid, 3TMS 612 C32H6405Si3 1000506-01-9 53
3 4-Amino-1,2-benzenediol, 0,0',N-... 341 C15H31NO2Si3  1000493-87-4 49
4 4',6'-Dimethoxy-2'-(tert.-butyld... 398 C23H3004Si 1000453-95-4 35
5 4',6'-Dimethoxy-2'-(tert.-bytuld... 398 C23H3004Si 1000453-93-0 35
Abundance Scan 1546 (12.081 min): BP011624.D\data.ms (-1539) (| m/z 73.00 100.00%
73.0
340.9
5000
146.9 4291 e
12.00
" o | | 5150 p
Ottt e e m/z 340.95 58.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #323438: Cyclohexasiloxane, dodecamethyl-
73.0
341.0
429.0
5000 — :
12.00
147.0 m/z 146.95  22.29%
0 [ 2670 | |
‘HH‘HH‘HH‘\\H‘HH‘HH‘\H ‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347027: Radiclonic acid, 3TMS
341.0
73.0 LT \
12.00
5000 m/z 324.95 22.09%
147.0
0“Hmmme%WMLuﬁ}%9wum‘ww“m‘ﬂ§%9‘§%%9_‘ﬁ%%{
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #249420: 4-Amino-1,2-benzenediol, O,0',N-tris(trimethyls — i
73.0 341.0 12.00
m/z 342.00 17.82%
5000
238.0
‘ 147.0
O prrriptebr et prrb e pedeb e e — ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.00

8270E-BP090222.M Wed Sep 07 16:41:24 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090622\

Data File : BP@11624.D

Acq On : 06 Sep 2022 14:21

Operator : CG/JU

Sample : N4446-11

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP090222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Phenol, 2,4-dibromo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.034 6.51 ng 302456  Acenaphthene-di0 14.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2,4-dibromo- 250 C6H4Br20 000615-58-7 99
2 Phenol, 2,3-dibromo- 250 C6H4Br20 057383-80-9 97
3 3,4-Dibromophenol 250 C6H4Br20 1010487-11-5 95
4 Phenol, 2,6-dibromo- 250 C6H4Br20 000608-33-3 95
5 Phenol, 2,5-dibromo- 250 C6H4Br20 028165-52-8 81

Abundance Scan 1708 (13.034 min): BP011624.D\data.ms (-1703) (- m/z 251.90 100.00%
251.9

5000 63.0
142.8 T Ar
‘ ’ 13.00
obadbud el v | 3268 4149 sor2 o oa9 00 sa.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136175: Phenol, 2,4-dibromo-
252.0
63.0
5000 — ‘
13.00

m/z 63.00 50.33%

143.0
W‘JHH#MMHHM!JM‘W“‘“‘W“”\‘”‘\”“\”“W“W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136173: Phenol, 2,3-dibromo-
252.0
T

=
13.00

o

s000] 830 m/z 253.90  50.32%
143.0
O\H”MWMW“MWMW*M”H*‘H\H*ww*w*ww*w*ww*w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136172: 3,4-Dibromophenol 1
252.0 13.00

m/z 62.00  18.45%

5000 63.0
143.0
0 ‘\‘ M u“ Lt \H I

Pt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00

8270E-BP090222.M Wed Sep 07 16:41:25 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090622\
Data File : BP@11624.D

Acq On : 06 Sep 2022 14:21
Operator : CG/JU

Sample : N4446-11

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP090222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Cycloheptasiloxane, tetrade... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.051 7.89 ng 366982  Acenaphthene-di0 14.610
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cycloheptasiloxane, tetradecamet... 518 C14H4207Si7 000107-50-6 90
2 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 50
3 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 38
4 2,6-Dihydroxyacetophenone, 2TMS ... 296 C14H2403Si2 1000352-81-3 30
5 14.alpha.-Morphinan, 7,8-didehyd... 281 C19H23NO 017939-34-3 27
Abundance Scan 1881 (14.051 min): BP011624.D\data.ms (-1875) (- m/z 73.00 100.00%
73.0
280.9
5000 146.9 NW*MJMMA\NKMWN
341.0 iJOd
2| R 0 g - o
0ttt e e e e m/z 280.95 52.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #340530: Cycloheptasiloxane, tetradecamethyl-
281.0
73.0
5000 147.0 —r :
415.0 503.0 14.00
341.0 m/z 146.95 49.68%
221.0 } |
O\H“\\\\\‘\‘\\”\‘HH“‘H‘H“'\“\ \‘H“\\l‘\\\h\\‘l\l\\\‘\\\\‘L\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #290222: Pentasiloxane, dodecamethyl-
73.0 147.0 281.0
T [
14.00
5000 m/z 326.90 23.96%
369.0
207.0
O‘Hq\m“mww“quu‘kk RN RN R SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345416: 3-Isopropoxy-1,1,1,7,7,7-hexamethyl-3,5,5-tris( = ‘
73.0 14.00
m/z 282.00 15.11%
5000
147.0
221.0281.0
| | 73410 4150 5190
] A S el
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00

8270E-BP090222.M Wed Sep 07 16:41:26 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090622\
Data File : BP@11624.D

Acq On : 06 Sep 2022 14:21

Operator : CG/JU

Sample : N4446-11

Misc

ALS vial : 6

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP090222.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 n-Hexadecanoic acid Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
18.245 4.75 ng 333456  Phenanthrene-di0 17.363
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Octadecanoic acid 284 (C18H3602 000057-11-4 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2594 (18.245 min): BP011624.D\data.ms (-2590) (- m/z 73.00 100.00%

73.0
5000
213 1 1 T
h J} 43,0 | 82.0343.1400.9 18.00 1850
o AL EEELT Maw?”wﬁﬁ‘ﬂ 09 5042 = n/z 59.95 80.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 e S
129.0 18.00 18.50
m/z 43.05 74.99%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid
73.0

T
18.00 18.50
5000 m/z 55.00 66.70%

185.0
ok AL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #126199: Pentadecanoic acid — —
73.0 18.00 18.50

m/z 57.00  65.32%

lSJL‘\ “Hl ,#9\1\9?0 JM\\M\

0N, ““H‘““w“"‘H‘““H““‘_““‘H““‘w‘ - —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP090222.M Wed Sep 07 16:41:27 2022 Page: 9



Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

. 06

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@90622\
BP011624.D

Sep 2022 14:21

: CG/JU
: N4446-11

. 6

hod :
le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP090222.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 9 Octadecanoic acid Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
19.474 2.27 ng 285535  Chrysene-di12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 92
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 76
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090622\
Data File : BP@11624.D

Acq On : 06 Sep 2022 14:21
Operator : CG/JU

Sample : N4446-11

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP090222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 Triphenylphosphine oxide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.563 9.09 ng 1144090  Chrysene-d12 21.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 81
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38
4 5-quinolinol, 8-[2-(3,5-dimethyl... 277 C17H15N30 1000397-10-2 32
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 23

Abundance Scan 3158 (21.563 min): BP011624.D\data.ms (-3154) (- m/z 277.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP090622\
Data File : BP@11624.D

Acqg On : 06 Sep 2022 14:21
Operator : CG/JU

Sample : N4446-11

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP090222.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|
Butane, 2-metho... 3.099 130.9 ng 2444090 1 7.969 373510 20.0
Crotonic acid 4.516 14.9 ng 277388 1 7.969 373510 20.0
2-Pentanone, 4-... 5.058 10.3 ng 192972 1 7.969 373510 20.0
Cyclohexasiloxa... 12.081 15.1 ng 453770 2 10.787 601313 20.0
Phenol, 2,4-dib... 13.034 6.5 ng 302456 3 14.610 929825 20.0
Cycloheptasilox... 14.051 7.9 ng 366982 3 14.610 929825 20.0
n-Hexadecanoic ... 18.245 4.8 ng 333456 4 17.363 1405510 20.0
Octadecanoic acid 19.474 2.3 ng 285535 5 21.439 2516450 20.0
Triphenylphosph... 21.563 9.1 ng 1144090 5 21.439 2516450 20.0
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