LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc : P005-SS003-0006-01

ALS Vvial : 12 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 M\Methods\8270-BM@52722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35293.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.457 397 403 419 rBV 1091326 1549596 24.89% 5.121%
2 7.051 667 674 687 rBvV 994147 1557543 25.02% 5.147%
3 7.875 808 814 821 rBV 310842 477950 7.68% 1.579%
4 9.034 1003 1011 1022 rBV 622867 1028661 16.52%  3.399%
5 10.675 1282 1290 1298 rBV 374990 614333  9.87% 2.030%

6 12.457 1585 1593 1604 rBV2 20068 62841 1.01%
7 13.139 1701 1709 1716 rBV 1512599 2164792 34.77%
8 14.510 1936 1942 1952 rBV 546741 803290 12.90%
9 14.939 2008 2015 2021 rBV2 48696 89489 1.44%
10 15.757 2146 2154 2164 rVB2 34255 115248 1.85%

®OONNO®
o)
Ul
A
R

11 15.998 2189 2195 2204 rVB 1236168 1708576 27.44%
12 16.663 2303 2308 2320 rVBS5 57409 117280 1.88%
13 17.257 2401 2409 2415 rBV 614218 898270 14.43%
14 18.168 2548 2564 2572 rBV2 1987964 3412561 54.81% 11.

ORr NMNO WUV
(o]
[e)]
00
B

15 18.439 2606 2610 2615 rBV3 53340 104818 1.68% 346%
16 18.956 2689 2698 2707 rVV2 103088 303992 4.88% 1.005%
17 19.245 2743 2747 2750 rBV2 50936 68854 1.11% 0.228%
18 19.292 2751 2755 2757 rVV 187455 255344  4.10% ©.844%
19 19.321 2757 2760 2768 rVV2 245562 537434 8.63% 1.776%

20 19.445 2770 2781 2799 rVB 3755767 6226409 100.00% 20.575%

21 19.698 2821 2824 2829 rVB 59348 69787 1.12% ©0.231%
22 19.880 2849 2855 2860 rBV 2154180 2551627 40.98%  8.432%
23 20.021 2873 2879 2889 rVB2 225717 400767 6.44% 1.324%
24 20.168 2901 2904 2907 rBV2 47624 62458 1.00% ©.206%
25 20.456 2946 2953 2960 rBV 250787 528076  8.48% 1.745%
26 20.515 2960 2963 2967 rBV2 79160 97969 1.57% 0.324%
27 20.845 3014 3019 3025 rBV 255192 389597 6.26% 1.287%
28 21.156 3069 3072 3082 rVB 231261 327502 5.26% 1.082%
29 21.356 3102 3106 3114 rVB 316209 357538 5.74% 1.181%
30 21.433 3115 3119 3131 rBV 763084 1074323 17.25%  3.550%

31 21.545 3133 3138 3145 rVW 230719 424081
32 22.250 3254 3258 3268 rVB 164246 343621 .52%
33 23.044 3389 3393 3399 rVB2 140900 259620 .17%
34 23.803 3516 3522 3531 rVB2 626358 1277445 20.52%

.81%

SNV, e)
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Sum of corrected areas: 30261692
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 May 2022 17:34
: CG/IU
: N2930-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
BM@35293.D

P005-SS003-0006-01

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM035293.D\data.ms

5457 7.051

9.034

Time-->

L e L L O B L BB
350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM035293.D\data.ms
19.445

19.880

18.168

13.139
15.998

14.510

) 2120-4555
12.457 14.939 15.757 16.663 9.698 20.168

o

Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM035293.D\data.ms

21.433 23.803

A

Time-->

21.00 21.50 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc : P005-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Phthalic anhydride Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.457 2.05 ng 62841 Naphthalene-d8 10.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 91
2 Phthalic acid, monoethyl ester 194 C10H1e04 002306-33-4 90
3 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 83
4 [2,2'-Bi-1H-indene]-1,1"'-dione, ... 358 C18H1408 005950-69-6 78
5 Phthalamic acid 165 C8H7NO3 000088-97-1 78
Abundance Scan 1593 (12.457 min): BM035293.D\data.ms (-1585) (- | m/z 104.00 100.00%
104.0
76.0
5000
50.0
R
148.0 12.50
O e e 20000 s 76000 73.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26796: Phthalic anhydride
76.0 104.0
A Y\
5000 T i
=00 148.0 12.50
m/z 50.00 31.85%
0\\\?\6\-0\1”‘\1“1‘\“\\\‘\\\\"\\\’\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68424: Phthalic acid, monoethyl ester
104.0
76.0 TR Y - 1
12.50
5000 50.0 m/z 74.00 19.51%
148.0
Ol b L ATB0
m/z--> 20 40 60 80 100 120 140 160 180 200 m
Abundance #42026: 1,2-Benzenedicarboxylic acid A‘ —— MAMKLL
104.0 12.50
76.0 m/z 148.00  13.97%
5000
50.0
148.0
Ot e e o K M
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc : P005-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Dodecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.939 2.23 ng 89489  Acenaphthene-dile 14.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 53
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47
Abundance Scan 2015 (14.939 min): BM035293.D\data.ms (-2008) (- | m/z 73.00 100.00%
73.0
5000 157.1 JJL‘
115. T 7
‘ ‘ ‘ 200 1241 3 15.00
0! W“W"J“w‘lu‘w“ o B m/z 59.95 87.06%
miz--> 50 100 150 200 250 300 350
Abundance #75718: Dodecanoic acid
73.0
5000 129.0 15.00
m/z 41.05 71.06%
miz--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid
73.0
——
15.00
5000 m/z 43.00 68.92%
P9.
‘ 171 0 214 0
0“\‘ “L“‘ h\ ‘ \m‘ “‘\‘ ‘ - R B e e T
m/z--> 50 100 150 200 250 300 350
Abundance #170061: Decanoic acid, silver(1+) salt ——
73.0 15.00
m/z 55.05 64.12%
155.0
5000
29. 115.
ol \‘HH g | 217.0 279.0 330.0 387.(
e “‘““““““““,““‘ ——
m/z--> 50 100 150 200 250 300 350 15.00

8270-BM@52722.M Tue May 31 01:00:35 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc P005-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 4-Methyleneproline Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.757 2.87 ng 115248  Acenaphthene-di10 14.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyleneproline 127 C6HONO2 1000131-14-7 78
2 L-Glutamic acid 147 CSHONO4 000056-86-0 72
3 2-Piperidinecarboxylic acid 129 C6H11NO2 000535-75-1 64
4 4-Methylproline methyl ester 143 C7H13NO2 145730-69-4 64
5 1-Glutamic acid, 5-0-benzyl-1-0-... 265 C14H19NO4 1000130-30-6 64
Abundance Scan 2154 (15.757 min): BM035293.D\data.ms (-2146) (- | m/z 84.10 100.00%
84.1
41.1 - —
15.50 16.00
128.1 .
0 m‘w\‘\uw!_MMHWwaml?rr’c?w““2‘1«3“1 m/z 41.10 20.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13473: 4-Methyleneproline
84.0
5000 —r ——
15.50 16.00
41.0 m/z 56.00 18.61%
=
O \\\‘\\\\‘h\\\”\‘\\\\‘ \\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25879: L-Glutamic acid
84.0
—— —
15.50 16.00
5000 m/z 44.00 15.33%
28.0
56.0
| ‘ 129.0
S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14748: 2-Piperidinecarboxylic acid T —
84.0 15.50 16.00
m/z 85.00 6.15%
5000
56.0
28.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc : P005-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 (E)-4-(3-Hydroxyprop-1-en-1... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.663 2.61 ng 117280  Phenanthrene-di10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-4-(3-Hydroxyprop-1-en-1-yl)-... 180 C10H1203 032811-40-8 92
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Undecanoic acid 186 C11H2202 000112-37-8 41
4 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203 112465-50-6 38
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 38
Abundance Scan 2308 (16.663 min): BM035293.D\data.ms (-2303) (- 60.00 100.00%
60.0
5000 : W
16 50 17 00
0! 73.00 98.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54484: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0
180.0
5000 —r— ——
91.0 16.50 17.00
65.0 m/z 55.05 87.93%
39.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109283: Tetradecanoic acid
73.0
—— —
16.50 17.00
5000 43.0 129.0 m/z 41.00 84.17%
185.0
228.0
LIRS L st |
O ML HJ“HM bbb e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60690: Undecanoic acid T ——
60.0 16.50 17.00
m/z 137.00 74.34%
5000{ 9290
129.0
87.0
| ‘ \H ‘ ‘1570 186.0
O‘H‘ﬂm wﬂwk‘NH‘W‘HW‘HM‘H‘NH‘_H‘_‘H_‘ [ SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc : P005-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.168 75.98 ng 3412560  Phenanthrene-d10 17.257
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Undecanoic acid 186 C11H2202 000112-37-8 83
Abundance Scan 2564 (18 168 min): BM035293.D\data.ms (-2548) (- m/z 73.00 100.00%
5000 129.0
213.2
171.1 256.3 IR U
‘ ‘ ‘ ‘ ‘ 18.00 18.50
0! “‘H b L 398 sz 43,10 83.67%
m/z--> 150 200 250 300 350
Abundance #143510 n-Hexadecanoic acid
5000 129.0 1 1
18.00 18.50
171.0 213.0 256.0 m/z 60.00 80.63%
0! \\h”\‘u‘\m\‘“\“‘\H“w””“”“‘
miz-> 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
— —
18.00 18.50
5000 129.0 m/Z 41.05 75.21%
29.4 171.0
‘ 214.0
0\\“\“ dm‘m\m” “‘h“ ‘\“““\“““““““‘
m/z--> 5 lOO 150 200 250 300 350
Abundance #126199 Pentadecanoic acid = =T
18.00 18.50
m/z 55.05 69.78%
5000 129.0
29.0
‘ 199.0 2420
ok b L L L
m/z--> 5 100 150 200 250 300 350 18.00 18.50

8270-BM@52722.M Tue May 31 01:00:36 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc P005-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.439 2.33 ng 104818 Phenanthrene-di10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 70
2 6-Methoxy-1,4-naphthalenedicarbo... 208 C13H8N20 1000326-75-3 45
3 Phenanthrene, 9-methoxy- 208 C15H120 005085-74-5 43
4 3,4-Dimethoxycinnamic acid 208 C11H1204 002316-26-9 42
5 2,5-Dimethoxycinnamic acid 208 C11H1204 010538-51-9 42

Abundance Scan 2610 (18.439 min): BM035293.D\data.ms (-2606) (- | m/z 208.10 100.00%

208.1
165.1
5000

77.0
39.0 122.0 18.50

255.2284.
ol LWWWE?;}W m/z 165.85  52.18%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0

5000 165.0 T

m/z 137.00  42.69%

bk 5%
O ’\\\\‘H\ \‘\‘\ “U‘\ \WH“\ }H‘”‘\ ‘ }‘\ T N\ T \‘H\H“ \“\H\ T ‘H\‘\ T }“‘\ \‘\‘\ ‘\ ‘\ T ‘ TTTT ‘ TT \\’\\H‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #85190: 6-Methoxy-1,4-naphthalenedicarbonitrile
165.0 208.0
—
18.50
5000 ITI/Z 176.95 24.87%
500, 880 124 o‘ |
0 ,m"HM‘““lu”;_“1‘MM‘_uHmm‘m“w_ -
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85330: Phenanthrene, 9-methoxy- T
165.0 208.0 18.50

5000 PKM
104.0
280 630 19499340 | | ™ gt

m/z--> 20 40 60 80 100120140160180200220240260280 18.50

o

8270-BM@52722.M Tue May 31 01:00:36 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc : P005-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Dotriacontane, 1-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.956 6.77 ng 303992  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 90
Abundance Scan 2698 (18.956 min): BM035293.D\data.ms (-2689) (- | m/z 57.10 100.00%
57.1
5000 J\
e
‘ ‘ 169.1 2252 2951 19.00
0 H\H_JH Mhuu\ T e e m/z 71.05  72.59%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 T
19.00
m/z 43.10 66.38%
oLl J‘ ‘ \\ J 18902250 2950 3510 4494
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
e
19.00
5000 m/z 85.10 53.42%
13.0
0 ‘ILW u‘\ \i ‘\ h‘ | \]]6\90 2250 2950 3670
A e T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287350: Octadecane, 1-iodo- —
57.0 19.00
m/z 41.00 27.97%
5000
L Mo0 a0 20
oL _‘H_‘m‘”H,‘M,HH,HH,HH,HH,‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc : P005-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 9,12-Octadecadienoic acid (... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.292 5.69 ng 255344  Phenanthrene-di10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 95
3 Linoelaidic acid 280 C18H3202 000506-21-8 94
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 91
5 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 90
Abundance Scan 2755 (19.292 min): BM035293.D\data.ms (-2751) ({ m/z 67.10 100.00%
67.1
5000 J\JL
09.1 S S
501 2000 280.1 19.00 19.50
0 ‘ “h‘w“‘“% elini 22 8411 o g1.5  82.00%
miz--> 50 100 150 200 250 300 350
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 s —
19.00 19.50
09.0 m/z 55.10  66.50%
‘ h 0.0 280.0
O\\\\““H ‘“ Hh “h ‘}‘ \‘\1969\23\6\(’)\\1\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
== —
19.00 19.50
5000 m/z 41.10 60.20%
09.0
29. ‘ 280.0
o L300 0o |
m/z--> 50 100 150 200 250 300 350
Abundance #173566: Linoelaidic acid e 7
67.0 19.00 19.50
m/z 95.10 58.04%
5000
09.0
29.
h 280.0
0’ N o L R == —
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc P005-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 cis-Vaccenic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.321 11.97 ng 537434  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 78
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 78
3 1-Hexadecanol 242 C16H340 036653-82-4 68
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 60
5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 53

Abundance Scan 2760 (19.321 min): BM035293.D\data.ms (-2757) (- | m/z 55.10 100.00%

55.1 '
5000 ’\AA/KJJ\\
264.3 — T
39.0 1gg.2 222.2 19.00 19.50
0! nw Ly ‘?m ot iy i ?’??9‘ : m/z 69.10 89.00%
m/z--> 50 150 200 250 300 350
Abundance #176209.c5-Vaccenk:add

[&)]
13:1
o

5000 00 19.50
19.00 19.50
m/z 41.05 73.64%
370 264.0
ol5. ”\“Mﬂm e
100

m/z--> 50 150 200 250 300 350
Abundance #176229: trans-13-Octadecenoic acid
55.0
— T
19.00 19.50
5000 ITI/Z 83.10 65.28%
97.0
2640
01‘5'9“ \‘H‘H\i‘ u\“\\h il ‘\‘K?‘l‘S‘O ‘0 2‘2‘2‘0‘ ‘ i R
m/z--> 50 100 150 200 250 300 350
Abundance #126369: 1-Hexadecanol = T
55.0 19.00 19.50
m/z 43.10 60.74%
7.0
5000
saa | LLLL w0 asno
““ “ “ b “““““‘ IRERE — —=
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc : P005-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 10 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.445 115.91 ng 6226410  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 2781 (19.445 min): BM035293.D\data.ms (-2770) (- | m/z 73.00 100.00%
73.0
129.1
5000
284.3 ——
| ‘ 19.50
ol 3504l “h“ Y T - 7% N ey P E O F R VP
miz--> 50 lOO 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.
5000 129.0 =
185.0 2410 : m/z 60.00 80.34%
oL ‘ \”“ “‘H\H‘Hh“\“ “ I “““’ ‘\‘\‘ ‘\‘\“““““"
miz-> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
—=
19 50
5000 129.0 78.10%
H 171.0 213.0 256.0
oL— ‘“‘ H‘w\h”w ‘H‘\ ] | “ ‘ ‘ \ ““\‘ , “\‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #126203:Pentadecanok:acm
19 50
m/z 75.64%
5000 129.0
29.
199.0 242.0
0 \\hHm‘\\‘W“ ‘ ‘ ‘ e
m/z--> 50 100 150 200 250 300 350 19 50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

TIC Integration Parameters:

Z:\
BM@
. 27
. CG/
: N29

12

hod
le

ry

Library Search Compound Report

svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
35293.D

May 2022 17:34

Ju

30-07

Sample Multiplier: 1

: C:\Database\NIST20.L

LSCINT.P

P005-SS003-0006-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.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 11 Heptadecane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.021 7.46 ng 400767  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane, 1-iodo- 492 (C26H53I 1000406-32-1 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2879 (20.021 min): BM035293.D\data.ms (-2873) (- | m/z 57.10 100.00%
57.1
‘ 9.1 éobd T
1 .
0 “HM‘h‘hwN‘¢qu‘%9fg‘?ﬁ3?“‘3%%4‘“49}: m/z 71.10  73.42%
miz--> 50 100 150 200 250 300 350 400
Abundance #123959: Heptadecane
57.0
5000 = :
20.00
0.0 m/z 43.05 68.11%
04 \“‘\ ‘\““ “ \”‘\““ \“ ‘1(‘4‘1‘0‘1‘8‘3‘(‘)‘ \2\4}0‘0\ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
T 1 \
20.00
5000 m/z 85.10 53.19%
‘ 9.0
41.0
ols0 L | |11 0ms0ms0 260
m/z--> 50 100 150 200 250 300 350 400
Abundance #336598: Hexacosane, 1-iodo- T
57.0 20.00
m/z 41.05 26.12%
5000
9.0
155.0 365.0
ol VL 197.0239.0281,0323.0
“““““““‘ B i e o —
m/z--> 50 100 150 200 250 300 350 400 20.00

8270-BM@52722.M Tue May 31 01:00:37 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc : P005-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 1,4-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.456 9.83 ng 528076 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 80
2 Isophthalic acid, di(4-octyl) ester 390 C24H3804 1000344-04-3 59
3 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 58
4 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 53
5 Terephthalic acid, 4-octyl octyl... 390 C24H3804 1000323-73-7 47
Abundance Scan 2953 (20.456 min): BM035293.D\data.ms (-2946) (- | m/z 70.05 100.00%
70.0 149.0 261.1
5000
| 2050
207.1 :
b ww “w“ww“ b L 0B 429 ) 261,15 98.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
261.
149.0 61.0
5000 1
20.50
m/z 149.00  95.31%
ol h‘ WL oo | laoso ae1
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #295629: Isophthalic acid, di(4-octyl) ester
261.0
—
1670 20.50 ]
5000 m/z 112.10 50.967%
112.0
o Lt Y R S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #295634: Terephthalic acid, di(4-octyl) ester S
261.0 20.50
m/z 167.00 50.56%
167.0
5000
112.0
56.
m/z--> 50 100 150 200 250 300 350 400 20.50

8270-BM@52722.M Tue May 31 01:00:37 2022 Page: 15



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\

Data File : BM@35293.D

Acqg On : 27 May 2022 17:34
Operator : CG/JU

Sample : N2930-07

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

P005-SS003-0006-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.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 13 Heptadecane, 3-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.845 7.25 ng 389597 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 93
2 Triacontane 422 C30H62 000638-68-6 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3019 (20.845 min): BM035293.D\data.ms (-3014) (- | m/z 57.05 100.00%
57.0
— —
‘ \ 9.2 2252 2953 20-50 21.00
0Lk «‘w “ u\ | ‘ AbaSeE 2993431 4011 sz 71.10 72.28%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #141063: Heptadecane, 3-methyl-
57.0
5000 — =
20.50 21.00
295.0 m/z 43.05 67.95%
69.0
O\\\“'\“\‘\‘\J\\‘]ﬂ\\\\’\\‘\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #314331: Triacontane
57.0
— —
20.50 21.00
5000 ITI/Z 85.10 56.58%
0 )l \iw h‘ 1 | \69\0‘2‘250 281.0 337.0 42?'0
et e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- — T
57.0 20.50 21.00
m/z 55.05 27.95%
169.0
oLl 180 20 gemgasyo sy Sl
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00

8270-BM@52722.M Tue May 31 01:00:38 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc P005-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 14 5-Eicosene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.156 6.10 ng 327502  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 Cetene 224 C16H32 000629-73-2 95

Abundance Scan 3072 (21.156 min): BM035293.D\data.ms (-3069) (- | m/z 57.05 100.00%

57.0
5000
1p5.1

T
21.00 21.50

09.0 280.3
o,"ﬂltl\‘34ﬁ°4°}°f76%54? m/z 83.1e 97.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 arhes e
21.00 21.50

m/z 55.10 96.71%

0 | JH 196.0 280.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol

55.0

T
21.00 21.50

5000 m/z 43.05 95.48%
125.0
o‘uhbpw‘thdW???P‘?EQQ,H‘W‘H‘,H‘W‘H‘“‘H,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol T T
83.0 21.00 21.50

m/z 97.10  89.89%

h JL\\

0 h.

— T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270-BM@52722.M Tue May 31 01:00:38 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc P005-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 15 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.545 7.89 ng 424081  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane, 1l-iodo- 520 C28H57I 1000406-32-2 91
5 Triacontane, 1-iodo- 548 C30H611 1000406-32-3 91

Abundance Scan 3138 (21.545 min): BM035293.D\data.ms (-3133) (- | m/z 57.10 100.00%
57.1

5000

B

1 21.50
207.0
}H‘ N ,ﬁ Lty 28113411 4611 535.0 m/z 71.10  72.03%

O o b e T R R
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #262017: Heptadecane, 9-octyl-

a1
~l
o

5000 T ‘
21.50
m/z 43.05 65.80%
239.0
O‘\\\’\\\\J.‘]-\\J\\l‘i\ﬂf\[1\\1[\\\3\(‘)18\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
LN \
21.50
5000 ITI/Z 85.10 57.96%
0 l IJ‘l ﬂ Il 11970 2960
_m,m‘ A = e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T ‘
57.0 21.50
m/z 55.05  27.22%
ol LLLLIAP0 197.0 2670 3670
A A A e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

8270-BM@52722.M Tue May 31 01:00:38 2022 Page: 18



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\

Data File : BM@35293.D

Acqg On : 27 May 2022 17:34
Operator : CG/JU

Sample : N2930-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

P005-SS003-0006-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.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 16 Octadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.250 6.40 ng 343621 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3258 (22.250 min): BM035293.D\data.ms (-3254) (- | m/z 57.10 100.00%
57.1
w0 JL
12 2200 2250
281.1 . .
209.0
- I MJ het ok | 20814172 536y 71010 75.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141057: Octadecane
57.0
5000 — ——
22.00 22.50
m/z 43.10 65.72%
O H J\ A 1}137 01 ‘197 02540
‘\\\\‘\\!\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #306637: Eicosane, 1-iodo-
57.0
—— —
22.00 22.50
5000 ITI/Z 85.10 62.34%
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane — ——
57.0 22.00 22.50
m/z 55.05 26.60%
o wwmﬂwfﬂkvj\wwwmﬂMWww
0 ‘ ‘ J J‘lﬁ L 1197 0 296.0
R L e e R R N R S AR — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50

8270-BM@52722.M Tue May 31 01:00:38 2022 Page: 19



Data Path :
Data File :
: 27 May 2022 17:34
: CG/JU

: N2930-07

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

TIC Integration Parameters:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\

BM@35293.D

: 12 Sample Multiplier: 1

le

ry

P005-SS003-0006-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.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 17 Heneicosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
23.044 4.06 ng 259620  Perylene-di2 23.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Eicosane 282 C20H42 000112-95-8 89
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 89
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3393 (23.044 min): BM035293.D\data.ms (-3389) (- | m/z 57.10 100.00%
57.1
20 kwaxwmQWJ\¥\M,MWWM
23.00 |
1 208.1 282.1 ‘ '
o_m‘_ ! ” ﬁ Wbt it oor s 3L 9804 sz 71010 74.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 —— :
23.00
m/z 43.10 64.33%
0 \l ‘ | JlFA\ L 1197 0 296.0
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #314331: Triacontane
57.0
T \
23.00
5000 m/z 85.10 56.20%
0 L i’ f“l\]ﬁg?O 267.0 337.0 4220
“H‘_“w“ e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane T
57.0 23.00
m/z 55.10 24.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35293.D

Acqg On : 27 May 2022 17:34

Operator : CG/JU

Sample : N2930-07 :
Misc : P005-SS003-0006-01

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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|
Phthalic anhydride 12.457 2.0 ng 62841 2 10.675 614333 20.0
Dodecanoic acid 14.939 2.2 ng 89489 3 14.510 803290 20.90
4-Methyleneproline 15.757 2.9 ng 115248 3 14.510 803290 20.0
(E)-4-(3-Hydrox... 16.663 2.6 ng 117280 4 17.257 898270 20.0
n-Hexadecanoic ... 18.168 76.0 ng 3412560 4 17.257 898270 20.0
3,5-Dimethoxy-4... 18.439 2.3 ng 104818 4 17.257 898270 20.0
Dotriacontane, ... 18.956 6.8 ng 303992 4 17.257 898270 20.0
9,12-Octadecadi... 19.292 5.7 ng 255344 4 17.257 898270 20.0
cis-Vaccenic acid 19.321 12.0 ng 537434 4 17.257 898270 20.0
Octadecanoic acid 19.445 115.9 ng 6226410 5 21.433 1074320 20.0
Heptadecane 20.021 7.5 ng 400767 5 21.433 1074320 20.0
1,4-Benzenedica... 20.456 9.8 ng 528076 5 21.433 1074320 20.0
Heptadecane, 3-... 20.845 7.3 ng 389597 5 21.433 1074320 20.0
5-Eicosene, (E)- 21.156 6.1 ng 327502 5 21.433 1074320 20.0
Heptadecane, 9-... 21.545 7.9 ng 424081 5 21.433 1074320 20.0
Octadecane 22.250 6.4 ng 343621 5 21.433 1074320 20.0
Heneicosane 23.044 4.1 ng 259620 6 23.803 1277450 20.0

8270-BM052722.M Tue May 31 01:00:38 2022 Pag 21



