LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06 :
Misc : VCPS-B3-081324-10-18

ALS vial : 7 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-BP081324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@21580.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 21 rVB 5046665 6302304 37.82% 5.195%
2 3.546 91 95 109 rVB 289582 391700 2.35% 0.323%
3 4.940 326 332 337 rBV 368749 514337 3.09% 0.424%
4 5.399 403 410 419 rBV 6155476 9290214 55.75% 7.658%
5 6.969 669 677 686 rBV 6114654 9844398 59.08% 8.115%
6 7.799 812 818 825 rBV 1323700 2162869 12.98% 1.783%
7 8.946 997 1013 1023 rBV 3767948 6386265 38.32% 5.264%
8 9.040 1025 1029 1039 rVB3 90369 191617 1.15% ©.158%
9 9.510 1105 1109 1121 rVB4 116048 223801 1.34% 0.184%
10 10.593 1284 1293 1299 rBV 1700612 3166972 19.01% 2.611%
11 10.651 1299 1303 1312 rVB2 144683 258488 1.55% 0.213%
12 11.328 1405 1418 1425 rBV 365933 757522 4.55% 0.624%
13 11.640 1465 1471 1480 rBV2 88708 185110 1.11% 0.153%
14 12.993 1696 1701 1706 rVB 134729 177079 1.06% 0.146%
15 13.063 1706 1713 1726 rBV 7568086 12454917 74.74% 10.267%

16 13.275 1744 1749 1757 rVB5 93615 182468
17 13.945 1854 1863 1868 rBv2 165187 281683 1.69%
18 14.451 1942 1949 1956 rBV 2789056 4346721 26.08%

=
=
(]
B

OO WOoeoe
U1
(o]
w
R

19 14.669 1981 1986 1987 rBV 166207 233818 1.40% 193%
20 14.687 1987 1989 1999 rVB 211668 270204 1.62% 223%
21 15.010 2038 2044 2049 rBV2 163040 361866 2.17%  ©.298%
22 15.516 2126 2130 2134 rBV 124518 176361 1.06% ©0.145%
23 15.751 2166 2170 2178 rVB 110195 184845 1.11% 0.152%
24 15.963 2199 2206 2215 rBV 7196271 10882179 65.30% 8.971%
25 16.239 2250 2253 2259 rVB 175900 248540 1.49% ©.205%
26 17.092 2394 2398 2407 rVB 374079 639972 3.84% 0.528%
27 17.251 2419 2425 2430 rBV 3019885 5319887 31.92% 4.385%
28 17.304 2430 2434 2439 rVB 1038232 1585233 9.51% 1.307%
29 17.392 2445 2449 2455 rVB 276891 395031 2.37% 0.326%
30 17.722 2501 2505 2510 rBV 287106 455955 2.74% 0.376%
31 18.204 2583 2587 2592 rBV2 1154611 1636507 9.82%  1.349%
32 18.469 2630 2632 2637 rVB3 259817 310982 1.87% 0.256%
33 18.998 2719 2722 2729 rBV 874649 1298672 7.79% 1.071%
34 19.116 2739 2742 2747 rBV2 610227 857643 5.15% ©.707%
35 19.386 2785 2788 2794 rVB 1693525 2428600 14.57%  2.002%
36 19.457 2797 2800 2803 rBV 657462 820982 4.93% 0.677%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06 :
Misc : VCPS-B3-081324-10-18

ALS vial : 7 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-BP081324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.639 2829 2831 2834 rBV2 621696 703777  4.22%  ©.580%
38 19.675 2834 2837 2844 rVB 1077762 1446113 8.68% 1.192%
39 19.757 2848 2851 2859 rVB2 1466553 2586262 15.52% 2.132%
40 19.980 2882 2889 2895 rBV 10104817 16663711 100.00% 13.737%

41 20.204 2924 2927 2931 rVB 2761914 3384457 20.31% 2.790%
42 21.716 3181 3184 3189 rVB2 3047293 4853524 29.13% 4.001%

43 23.386 3465 3468 3473 rBV 580620 934267 5.61% 0.770%
44 25.168 3763 3771 3780 rVB2 1833243 5510359 33.07% 4.542%

Sum of corrected areas: 121308212
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06 :
Misc : VCPS-B3-081324-10-18

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP021580.D\data.ms
1.2e+07
le+07

8000000

5.399 6.969
6000000

4000000 8.946

2000000 7799 10.593
3.546 4.940 040 9.510 10651 11338 640

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BP021580.D\data.ms

19.980
1.2e+07

le+07

800000013.063
15.963
b0.204 21.716

o M
4000000 . Rpre M
3.8
04 '

14.451

2000000
4L3 275 13. 945 m 010 15.98675

e L e e e e

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: BP021580.D\data.ms

1.2e+07

le+07

8000000

6000000

4000000
23.386 25.168

2000000

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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 Re

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP©21580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06

Misc

ALS vial : 7 Sample Multiplier: 1

port

VCPS-B3-081324-10-18

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.028 58.28 ng 6302300 1,4-Dichlorobenzene-d4 7.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 7 (3.028 min): BP021580.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 /\\
R ABRRRRIEEEEEE
‘ ‘ ‘ 3.103.203.303.40
ordlLl 178924112001 36274237482.25008 )" 43,10 27.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL B RN R R
3.103.203.303.40
‘ m/z 87.10 27.35%
OA”‘WJ“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
3.103.203.303.40
5000 m/z 55.10 22.17%
o‘““ﬂl,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R RRa e ARRRN
73.0 3.103.203.303.40
m/z 71.05 10.91%
5000 A\
0\\H\“J“\m\‘\\u‘\\\\‘u\\‘\\u‘\\H‘\m‘\m‘\m‘uu‘\ T
m/z--> 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\BP082024\
Data File : BP021580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06 :
Misc VCPS-B3-081324-10-18

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 9
R.T. EstConc Area Relative to ISTD R.T.
3.546 3.62 ng 391700 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 83
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 2-Heptanol 116 C7H160 000543-49-7 9
Abundance  Scan 95 (3.546 min): BP021580.D\data.ms (-91) (-) m/z 45.05 100.00%
45.0
5000 ]\
T
3.20 3.40 3.60 3.80
Ol 117.01768 2810  387.0446.35045  m/z 43.e5 19.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 LI L L L LA BN R
3.20 3.40 3.60 3.80
m/z 61.00 7.32%
0‘\‘WJU\"H‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1091: R-(-)-1,2-propanediol
45.0
R R M
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.73%
o‘JU‘J“J,MwH_Hww_m‘HH_ww_ww_

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

Abundance #342: Isopropyl Alcohol e A RARSSREE

45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.80%
) LJL
0_M“J"",mwHH‘mWm_HwH_Mwwww T e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80

8270E-BP0O81324.M Wed Aug 21 08:23:00 2024 Page: 5



Data Path :
Data File :
: 20 Aug 2024 20:17
: RC/JU

: P3600-06

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

TIC Integration Parameters:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\

BP021580.D

: 7 Sample Multiplier: 1

le

ry

VCPS-B3-081324-10-18

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
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.
4.940 4.76 ng 514337 1,4-Dichlorobenzene-d4 7.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 (2,3,3-Trimethyloxiranyl)methanol 116 C6H1202 1000306-64-7 33
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 181 C4H7NO2 016504-58-8 32
4 2-Butanol, 1-methoxy- 104 C5H1202 ©53778-73-7 23
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 16
Abundance Scan 332 (4.940 min): BP021580.D\data.ms (-326) (-) m/z 43.00 100.00%
43.0
5000
101.1
PR T S s
J ‘ 4.60 4.80 5.00 5.20
ol by 1649 2811 35524214 5169  m/z 59.16  64.95%
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 L L R R B R
4.60 4.80 5.00 5.20
‘1010 m/z 101.10 28.09%
0‘\\‘\H\’\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9294 (2,3,3-Trimethyloxiranyl)methanol
43.0
Frpe T
4.60 4.80 5.00 5.20
5000 m/z 58.00 19.08%
oH ,"J“’L‘P‘luou_m‘HH_HwH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542; (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R R NREEAREEEE
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.41%
h T /Mh/\
o_u‘“!,uH‘w_HwHH_HwHH_Mw_ww_ LS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20

8270E-BP081324.M Wed Aug 21 08:23:01 2024 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06 :
Misc : VCPS-B3-081324-10-18

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.328 4.78 ng 757522  Naphthalene-d8 10.593
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
Abundance Scan 1418 (11.328 min): BP021580.D\data.ms (-1405) (- | m/z 94.05 100.00%
94.0
5000 /\
h | 15f~° 11.00 11.50
ol SEQULLL | 2371 3508 42584893540  n/z 77.e0  27.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
11. 00 11 50
152.0 m/z 78.00 16.18%
031.\ﬁ1ll}!1‘1![\“““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
11. 00 11 50
5000 m/z 108.10 14 .50%
152.0
OMTTM‘\,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19881: Ethanol, 2-phenoxy-
94.0 11. 00 11 50
m/z 152.0 14.16%
5000 A
i 1 O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11. 00 11. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06 :
Misc VCPS-B3-081324-10-18

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.092 2.41 ng 639972  Phenanthrene-di10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 90
Abundance Scan 2398 (17.092 min): BP021580.D\data.ms (-2394) (- m/z 57.10 100.00%
57.1
5000 JLW
‘ 127.2 ‘17‘00‘ |
7 197.2 :
obrbih L \L fm‘u bk 2004 326.3 401.0462.352L1 ' n/7 71.10  94.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 — :
17.00
m/z 85.10 57.69%
|‘ 9370 197.0 268.0
O\\‘\\‘\\\\‘\\‘\\“l\l\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
— T \
17.00
5000 m/z 43.10 44.92%
1
oL LLLLIETO 2070 2670 3670
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane T ‘
57.0 17.00
m/z 41.10 26.06%
- M
127.0
oL T derozsa0 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BP081324.M Wed Aug 21 08:23:03 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\

Data File : BP©21580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06 :
Misc VCPS-B3-081324-10-18

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.204 6.15 ng 1636510  Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Octadecanoic acid 284 C18H3602 000057-11-4 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50

Abundance Scan 2587 (18.204 min): BP021580.D\data.ms (-2583) (- m/z 73.00 100.00%
73.0
5000
192.1 — ——
’ thp { \ 18.00 18.50
o AR L ‘“‘355”1‘“4‘3%9””‘52‘9‘5 n/z 60.00  76.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 —— ——
18.00 18.50
} 157.0 m/z 43.10 65.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 57.10 65.41%
‘ 143.0 242.0
ML
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 55.10 62.56%
H 185.0  284.0
ow"k“ u"‘\\“wmmww‘M"H_Wwwww —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP081324.M Wed Aug 21 08:23:04 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06 :
Misc VCPS-B3-081324-10-18

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 7 Pentadecane, 2,6,10-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.998 4.88 ng 1298670  Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2722 (18.998 min): BP021580.D\data.ms (-2719) (- m/z 57.10 100.00%
57.1
5000 M
——
\ \ ‘1F 2 2723 3441 430.0488.9549 190
oww,mww\mwwwww_H:_M-w‘: m/z 71.10  66.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 T
19.00
m/z 85.10 42.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
——
19.00
5000 m/z 43.10 36.09%
155 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane T
57.0 19.00
m/z 99.10 18.58%
- M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06 :
Misc VCPS-B3-081324-10-18

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 Cyclohexane, nonadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.116 3.22 ng 857643  Phenanthrene-di10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 76
2 Cyclohexane, tetradecyl- 280 C20H40 001795-18-2 70
3 n-Heptadecylcyclohexane 322 C23H46 019781-73-8 64
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 62
5 Heptylcyclohexane 182 C13H26 005617-41-4 53
Abundance Scan 2742 (19.116 min): BP021580.D\data.ms (-2739) (- | m/z 83.10 100.00%
3.1
5000
206.2
—— —
U ‘“ ‘ ‘ 5 \ 280 5 19.00 19.50
oLt h|148.2 L) 280534114010 47515381 10 gy 16 68.82%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #259995: Cyclohexane, nonadecyl-
83.0
5000 —r ——
19.00 19.50
m/z 55.10  43.48%
0 ” w || 1530  266.0 3500
\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #173737: Cyclohexane, tetradecyl-
83.0
—— —
19.00 19.50
5000 m/z 206.15 36.97%
0 lS.QH L 196.0 280.0
H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227245: n-Heptadecylcyclohexane T —
83.0 19.00 19.50
m/z 69.10  19.82%
5000
S asse amo 20
H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP081324.M Wed Aug 21 08:23:06 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06 :
Misc VCPS-B3-081324-10-18

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 9 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.457 3.09 ng 820982  Phenanthrene-di10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 99
2 3,4'-Diisopropylbiphenyl 238 C18H22 061434-46-6 86
3 1,3-Diethyl-5-(1-phenylethyl)ben... 238 C18H22 1000482-32-6 62
4 4,4'-Diisopropylbiphenyl 238 C18H22 018970-30-4 53
5 4,4'-Diacetyl biphenyl 238 C16H1402 000787-69-9 49

Abundance Scan 2800 (19.457 min): BP021580.D\data.ms (-2797) (- m/z 223.20 100.00%

2252
5000
16511
—
89.0 H ‘ 288.3 1950
Obrrripentbebiver kbl | 2883 4011 47545339 . 538 56 o, 65%

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

Abundance #121373: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
2238.0

%

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

Abundance #121364: 1,3- Dlethyl 5-(1-phenylethyl)benzene
223. 19.50

m/z 195.10  27.94%

5000 165.
19.50
m/z 181.10  44.42%
104.0 l “
O‘\\\\"‘\u\“\h“d”\h\l\\‘\"1\\\H\M‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121355: 3,4'-Diisopropylbiphenyl
223.0
——
19.50
5000 m/z 165.10 32.77%
43.0
1650
o,‘v'h'\w“l
——

5000

165.0
105.0
200 | 11|, \{“m \

e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

.

8270E-BP081324.M Wed Aug 21 08:23:07 2024 Page: 12



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

7

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
BP©21580.D
: 20 Aug 2024 20:17
: RC/JU
: P3600-06
Sample Multiplier: 1

VCPS-B3-081324-10-18

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 10 Hexadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.639 2.90 ng 703777  Chrysene-di12 21.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Triacontane 422 C30H62 000638-68-6 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 2831 (19.639 min): BP021580.D\data.ms (-2829) (- m/z 57.10 100.00%
57.1
5000 W
—— —
‘ f 6. ‘ 19.50 20.00
o bbb mwwu,‘????w““‘9‘2‘-?““?9;9‘_‘5‘“‘?: m/z 71.10  68.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
5000 —r ——
19.50 20.00
m/z 85.10 51.60%
M F 226.0
O‘\\H‘!“\!‘1‘!‘f\\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #314331: Triacontane
57.0
—— —
19.50 20.00
5000 m/z 43.10 32.93%
0 L ﬁ 197.0 267.0 337.0 422.0
I L M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane T —
57.0 19.50 20.00
m/z 55.10 26.00%
5000
‘ 27 240.0
0‘HJW‘WHﬁ‘Hym«W‘H‘W‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘ e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06 :
Misc VCPS-B3-081324-10-18

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 Butyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.674 5.96 ng 1446110  Chrysene-di12 21.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 58
2 Adipic acid, butyl 3-heptyl ester 300 C17H3204 1010353-64-9 56
3 Adipic acid, 2-heptyl isobutyl e... 300 C17H3204 1000353-64-3 56
4 Adipic acid, cycloheptyl isobuty... 298 C17H3004 1000324-71-5 50
5 Adipic acid, butyl 4-methylpent-... 286 C16H3004 1000353-50-2 50
Abundance Scan 2837 (19.675 min): BP021580.D\data.ms (-2834) (- m/z 185.10 100.00%
185.1
41.1 111
\ | 259.1 19.50 20.00
O ohid fhbid o | 330.3387.0 45685168 /5 159 00 78.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #269580: Butyl citrate
185.0
5000
19 50 20 00
41.0 m/z 111.10 19.04%
111.0 259.0
0\‘1#“’\‘\“\\[\\“\ ‘\“l\\\1‘\\!\‘T‘\\\‘\\\3\‘6;-\.\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199423: Adipic acid, butyl 3-heptyl ester
129.0
— ——
19.50 20.00
5000 m/z 41.10 16.57%
57.0
” || 1860
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199470: Adipic acid, 2-heptyl isobutyl ester — ——
129.0 19.50 20.00
m/z 57.10 13.60%
5000
57.0
I |’ l 186.0
] S — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06 :
Misc : VCPS-B3-081324-10-18

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 Retene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.204 13.95 ng 3384460  Chrysene-d12 21.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Retene 234 C18H18 000483-65-8 99
2 2-Isopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 95
3 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 76
4 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H1404 021987-07-5 53
5 2-[[1-(4-Methylphenyl)ethylidene... 234 C16H14N2 1000326-46-0 49

Abundance Scan 2927 (20.204 min): BP021580.D\data.ms (-2924) (- m/z 219.20 100.00%

219.2
5000

—
102.0 \‘ 2000 2050
391 1614 | 28623482 416.0474.25322 /7 234.20  57.51%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #116389: Retene
219.0

5000 — T
20.00 20.50
m/z 204.10 34.52%

102.0 ‘
\‘2‘7"‘0{”"‘*‘#\‘“‘l*?}fd\f“\ SRR ARSI SRR AR SARAED
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #116403: 2-Isopropyl-10-methylphenanthrene
219/0

T
20.00 20.50
5000 m/z 203.10  26.75%

w0 0|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

102.0
#116405: Phenanthrene, 2,4,5,7-tetramethyl- T
234.0 20.00 20.50
m/z 202.10 20.75%

5000
101.0
0 ”Amu 165@J

== e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP©21580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 13-Docosenamide, (Z)- Concentration Rank 8

VCPS-B3-081324-10-18

R.T. EstConc Area Relative to ISTD R.T.
23.386 3.85 ng 934267  Chrysene-di12 21.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 74
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 74
3 Palmitoleamide 253 C16H31NO 106010-22-4 59
4 Guanidine, N-[3-[(2-bromophenyl)... 268 C1@H13BrN4 1000349-85-6 43
5 Dodecanoylhydrazide, N2-(1-methy... 296 C18H36N20 1010262-91-8 25

Abundance Scan 3468 (23.386 min): BP021580.D\data.ms (-3465) (| | m/z 59.00 100.00%
59.0
5000
— —
‘}F 05.2 23.00 23.50
obd HJ‘i}‘Jm““"“““m‘ 2303 | 385444525032 ;0 73,05  76.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245082: 13-Docosenamide, (Z)-
59.0
5000 = —
126.0 23.00 23.50
337.0 m/z 55.10 56.75%
O \\J\ ‘!“1 ‘f\mm}‘l"‘"I“N‘“ i”\‘\f\"ll[l\\\h\ \J‘\l\‘1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
— —
23.00 23.50
5000 m/z 69.10 42.28%
oo o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139496: Palmitoleamide “ —
59.0 23.00 23.50
m/z 43.10 34.36%
5000
ol ez
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082024\
Data File : BP021580.D

Acqg On : 20 Aug 2024 20:17

Operator : RC/JU

Sample : P3600-06 :
Misc : VCPS-B3-081324-10-18

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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... 3.028 58.3 ng 6302300 1 7.799 2162870 20.0
Propylene Glycol 3.546 3.6 ng 391700 1 7.799 2162870 20.0
2-Pentanone, 4-... 4.940 4.8 ng 514337 1 7.799 2162870 20.0
1-Phenoxypropan... 11.328 4.8 ng 757522 2 10.593 3166970 20.0
Nonadecane 17.092 2.4 ng 639972 4 17.251 5319890 20.0
n-Hexadecanoic ... 18.204 6.2 ng 1636510 4 17.251 5319890 20.0
Pentadecane, 2,... 18.998 4.9 ng 1298670 4 17.251 5319890 20.0
Cyclohexane, no... 19.116 3.2 ng 857643 4 17.251 5319890 20.0
10,18-Bisnorabi... 19.457 3.1 ng 820982 4 17.251 5319890 20.0
Hexadecane 19.639 2.9 ng 703777 5 21.721 4853520 20.0
Butyl citrate 19.674 6.0 ng 1446110 5 21.721 4853520 20.0
Retene 20.204 13.9 ng 3384460 5 21.721 4853520 20.0
13-Docosenamide... 23.386 3.9 ng 934267 5 21.721 4853520 20.0
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