LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061424\
Data File : BP020627.D

Acqg On : 14 Jun 2024 16:04
Operator : MA/JU

Sample : P2889-01

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-BP©52924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@20627.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.023 3 6 19 rVB 2037448 2584945 20.23% 3.926%
2 3.552 93 96 108 rVB 188880 250167 1.96% 0.380%
3 4.922 322 329 336 rVB2 184810 295089 2.31% 0.448%
4 5.375 398 406 418 rBV 2938468 4558448 35.67% 6.923%
5 6.934 663 671 689 rBV 2899994 4673761 36.57% 7.098%

6 7.752 802 810 818 rBV 716019 1126406 8.81% 1
7 8.899 998 1005 1020 rBV 1792370 3001273 23.49% 4
8 10.522 1273 1281 1294 rBV 813089 1521687 11.91% 2.311%
9 11.263 1400 1407 1415 rBV2 89222 225937 1.77% o
10 12.993 1691 1701 1714 rBV 4694124 7718182 60.40% 11.

11 14.375 1927 1936 1944 rBV 1380120 2183528 17.09%  3.316%
12 14.610 1966 1976 1983 rBV 414322 1099487 8.60% 1.670%
13 15.892 2187 2194 2217 rBV 4071152 6612678 51.75% 10.043%
14 17.187 2407 2414 2419 rBV 1781425 2823904 22.10%  4.289%
15 17.228 2419 2421 2427 rVB 301282 358032 2.80% ©.544%

16 17.316 2432 2436 2441 rVB 124579 196060 1.53%
17 18.122 2567 2573 2584 rBV 964858 1534142 12.01%
18 18.292 2597 2602 2607 rBV3 78177 157938 1.24%
19 19.316 2771 2776 2785 rBV 923130 1385091 10.84%
20 19.457 2797 2800 2806 rBV 428806 572873  4.48%

ONONO®
N
N
®
R

21 19.663 2831 2835 2836 rBV 142907 166638 1.30% ©.253%
22 19.692 2836 2840 2851 rVB 874797 1279642 10.01%  1.943%
23 19.916 2872 2878 2884 rBV 10391133 12778649 100.00% 19.407%
24 20.322 2944 2947 2950 rBV 112613 130062 1.02% ©.198%
25 20.651 2999 3003 3008 rBV 844390 1018922 7.97% 1.547%

26 21.322 3112 3117 3127 rVB4 517982 959820 7.51%  1.458%
27 21.633 3163 3170 3176 rBV2 1824963 3642351 28.50% 5.532%
28 24.974 3731 3738 3748 rBV 1132707 2988321 23.39% 4.538%

Sum of corrected areas: 65844033
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061424\
Data File : BP020627.D

Acqg On : 14 Jun 2024 16:04
Operator : MA/JU

Sample : P2889-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP020627.D\data.ms
le+07

8000000
6000000

4000000
5.375 6.934

023
2000000 8.899

7.752 10.522
3.552 4.922 11.263

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP020627.D\data.ms

19.916
le+07

8000000

6000000

P.993

15.892
4000000

21.633

17.187
2000000 14.375

18.122 19,3169.602
J@'Gm 117386 8.292 15%6

e T A

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP020627.D\data.ms

le+07
8000000
6000000

4000000

24.974

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061424\
Data File : BP020627.D

Acqg On : 14 Jun 2024 16:04
Operator : MA/JU

Sample : P2889-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.023 45.90 ng 2584950 1,4-Dichlorobenzene-d4 7.752

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 17
Abundance Scan 6 (3.023 min): BP020627.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1

—

5000
AR A RRARAR
\ ‘ ‘ 3.103.203.303.40
Olrrlb 4] 143:0207.0 2841 378743704971 ;m/z 43.10  38.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN L RN R
3.103.203.303.40
‘ m/z 55.05 27.28%
OJAIWJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R ERRRERE R
3.103.203.303.40
5000 m/z 87.05 26.80%
om“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2104: Acetamide, N-ethyl- AT
30.0 3.103.203.303.40
m/z 41.05 12.39%
5000 /k
o‘ﬁﬁJM%Cg‘H‘H‘w‘H‘_‘H‘H‘W‘H‘M‘H‘H‘WH‘W‘ A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061424\
Data File : BP020627.D

Acqg On : 14 Jun 2024 16:04
Operator : MA/JU

Sample : P2889-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Propylene Glycol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.552 4.44 ng 250167 1,4-Dichlorobenzene-d4 7.752

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9

Abundance  Scan 96 (3.552 min): BP020627.D\data.ms (-93) (-) m/z 45.10 100.00%
45.1

—

5000
e
; 3.20 3.40 3.60 3.80
Ol 2310 2081 29513545 4708 84LZ  ;m/z 43.00 18.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1083: Propylene Glycol
45.0
5000 L B L B LI BN B
3.20 3.40 3.60 3.80
m/z 60.95 6.34%
O‘\‘WJUW“‘\J\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1091: R-(-)-1,2-propanediol
45.0
T T
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.50%
o_iU‘wm_‘H,‘H‘_Hww‘HH_ww_m,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342: Isopropyl Alcohol T Eamm A ARARRS
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.76%
h W\)\LM
o_“\““‘\Mum_‘H,‘H‘www‘HWWWWWW e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.40 3.60 3.80
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061424\

Library Search Compound Report

Data File : BP©20627.D

Acqg On : 14 Jun 2024 16:04
Operator : MA/JU

Sample : P2889-01

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.922 5.24 ng 295089 1,4-Dichlorobenzene-d4 7.752

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Butane, 1-ethoxy- 102 C6H140 000628-81-9 25
3 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9
Abundance Scan 329 (4.922 min): BP020627.D\data.ms (-322) (-) m/z 43.00 100.00%
43.0
5000
S ARREANREEES
10% 1 4.60 4.80 5.00 5.20
0l rrrrkhyd B07-1161.1221.0280.9340.8401.3  4888548. ./, 59 10  57.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL R RN R |
4.60 4.80 5.00 5.20
m/z 100.95 19.59%
O ‘\\“\H\J‘h \]\1(\)‘%.9\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4989: Butane, 1-ethoxy-
59.0
T
4.60 4.80 5.00 5.20
5000 m/z 58.00 17.56%
Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5052: Propane, 1-ethoxy-2-methyl- R ARRRENRERE
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.96%
5000
oL L, P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061424\
Data File : BP020627.D

Acqg On : 14 Jun 2024 16:04
Operator : MA/JU

Sample : P2889-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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-Phenoxypropan-2-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.263 2.97 ng 225937  Naphthalene-d8 10.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 81
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
5 3-Phenoxypropionic acid 166 CSH1e03 007170-38-9 53
Abundance Scan 1407 (11.263 min): BP020627.D\data.ms (-1400) (- | m/z 93.95 100.00%
94.0
5000 /\\m
152.1 T R
} l \ 11.00 11.50
oy 3SQULLL, | 2299 34390 4241 8151 L. 7695  25.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 P e
11.00 11.50
152.0 m/z 152.05 16.76%
031‘1“9H!‘])!1’1J““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
ety e
11.00 11.50
5000 m/z 77.95 15.92%
152.0
SLT \
0“wmwﬂl‘Jm“_"w“‘w“u“u“‘H‘,H“““‘““w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30136: 1-Propanol, 2-phenoxy- T ]
94.0 11.00 11.50
m/z 107.95  14.40%
5000
152.0
31.0 { \ \
o N e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061424\
BP020627.D
: 14 Jun 2024 16:04
: MA/JU
. P2889-01
Sample Multiplier: 1

. 6

le

ry

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 5 unknownl4.610 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.610 10.07 ng 1099490  Acenaphthene-d10 14.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 tert-Butyl 4-fluorophenylcarbamate 211 C11H14FNO2 060144-53-8 16
2 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 12

3 Dodecane, 1-bromo- 248 C12H25Br 000143-15-7 11
4 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 10
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
Abundance Scan 1976 (14.610 min): BP020627.D\data.ms (-1966) (1 | m/z 43.85 100.00%
43.0
5000 101.1 /L
" m ‘ ‘ 197.2 14.50 15.00
obr bbbl L LT 28103411 4158 482.5 549. 57.05  60.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #88405: tert-Butyl 4-fluorophenylcarbamate
57.0 137.0
5000
1450 1500
m/z 97.10 49.14%
\ “\ 211.0
O‘\\‘d‘""fl\ f\\“\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109018: trans-5-Isopropyl-6,7-epoxy-8-hydroxy-8-methy
43.0
1450 1500
m/z 101.10 48.117%
5000 112.0
ow” MJ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132770: Dodecane, 1-bromo-
57.0 1450 1500
m/z 137.00 47.87%
135.0
5000
o bl 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1450 1500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061424\
Data File : BP©20627.D

Acqg On : 14 Jun 2024 16:04

Operator : MA/JU

Sample : P2889-01

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 6 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.122 10.87 ng 1534140  Phenanthrene-d10 17.186
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 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 89

Abundance Scan 2573 (18.122 min): BP020627.D\data.ms (-2567) (- m/z 73.00 100.00%
73.0
5000 A\\A~y
213.2 — —
m } 18.00 18.50
ol MU 1| 27203206 414747525361 0 6o 00 86.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 ]
18.00 18.50
H 213.0 m/z 43.05 82.69%
O\\i“ \l\‘i‘lll“\“\‘\‘\1\\\\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
== -
18.00 18.50
5000 m/z 57.10 70.92%
171.0
I imn
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid == —
73.0 18.00 18.50
m/z 55.05 70.05%
5000
H 185.0  284.0
ow"k“ u'“‘w“‘Mum‘mwm“_m_Wwwww S SIS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061424\
Data File : BP©20627.D

Acqg On : 14 Jun 2024 16:04

Operator : MA/JU

Sample : P2889-01

Misc

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 7 Octadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.457 3.15 ng 572873  Chrysene-d12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99

2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80

Abundance Scan 2800 (19.457 min): BP020627.D\data.ms (-2797) (-

3

m/z 73.00 100.00%

5000

-

241.2

NG 1050
ol ik “HW‘wuﬂww‘ 193871 46235203 m/z 43.10  95.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 ——
185.0 19.50
‘ " m/z 57.10 83.30%
O‘\\l\!“\ ’h”\”\h%\“\\t\\“\l\‘\\‘\WH‘\\H‘\\H‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid

73.0

-

19.50
5000 m/z 60.00 82.69%

199.0

dsolltlissss

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

-

Abundance #109281: Tetradecanoic acid
73.0 19.50
m/z 55.05 74.34%
5000
L 228.0
oLl W, | i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061424\
Data File : BP020627.D

Acqg On : 14 Jun 2024 16:04
Operator : MA/JU

Sample : P2889-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 8 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.651 5.59 ng 1018920  Chrysene-d12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Palmitoleamide 253 C16H31NO 106010-22-4 91
3 Octadecanamide 283 C18H37NO 000124-26-5 59
4 Octanamide 143 C8H17NO 000629-01-6 59
5 Oxirane, tetramethyl- 100 C6H120 005076-20-0 38

Abundance Scan 3003 (20.651 min): BP020627.D\data.ms (-2999) (- m/z 59.00 100.00%
59.0

-

5000
— ‘
’ I 20.50 21.00
ol AL o u 220128113451 417.6477.05372 /7 75 05  66.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — ——
20.50 21.00
‘ m/z 55.10 37.55%
0\‘\\’\\‘ H\\\m\m‘l\“\h\%"%\sﬂ‘o\\\\‘2\\8\].\‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139496: Palmitoleamide
59.0
—— —
20.50 21.00
5000 ITI/Z 41.10 31.35%

126
”n lm Hh Jl L 4 J 194 0253 0

M\

—

O e s o o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177478: Octadecanamide
59.0 20.50 21.00
m/z 43.10 24.13%
- JM/
‘“ 128.0 283.0
O e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061424\
Data File : BP020627.D

Acqg On : 14 Jun 2024 16:04
Operator : MA/JU

Sample : P2889-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 9 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.322 5.27 ng 959820  Chrysene-di12 21.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
4 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91

Abundance Scan 3117 (21.322 min): BP020627.D\data.ms (-3112) (|  m/z 57.10 100.00%
57.1
51 — ——
229.1 21.00 21.50
0l Mhhwh328'3401'1490'3 m/z 43.10  79.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 — ——
21.00 21.50
5.0 m/z 55.10 79.03%
OHJ\ “HT‘J\‘}\M\J\j\“\‘\\\‘%z\s\?‘.\()\\\‘HH‘HH‘4\\3\4\.‘(\)\\\‘\H\‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
21.00 21.50
5000 m/z 83.10 70.84%
5.0
ob LU h o 2220 3600 648,
A A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #287613: Nonadecyl trifluoroacetate — —
57.0 21.00 21.50
m/z 97.10 64.29%
5000
125.0
L], 288.03110
O b e et e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061424\
Data File : BP020627.D

Acqg On : 14 Jun 2024 16:04
Operator : MA/JU

Sample : P2889-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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... 3.023 45.9 ng 2584950 1 7.752 1126410 20.0
Propylene Glycol 3.552 4.4 ng 250167 1  7.752 1126410 20.0
2-Pentanone, 4-... 4.922 5.2 ng 295089 1 7.752 1126410 20.0
1-Phenoxypropan... 11.263 3.0 ng 225937 2 10.522 1521690 20.0
unknownl4.610 14.610 10.1 ng 1099490 3 14.375 2183530 20.0
n-Hexadecanoic ... 18.122 10.9 ng 1534140 4 17.186 2823900 20.0
Octadecanoic acid  19.457 3.1 ng 572873 5 21.633 3642350 20.0
9-Octadecenamid... 20.651 5.6 ng 1018920 5 21.633 3642350 20.0
Heptadecyl hept... 21.322 5.3 ng 959820 5 21.633 3642350 20.0
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