LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090922\
Data File : BGO54906.D

Acqg On : 9 Sep 2022 21:14

Operator : CG/JU

Sample : N4538-08

Misc . MBD-MP-1-0-46

ALS Vvial : 14 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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO54906.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.204 318 326 337 rVB 43386 68868 2.89% ©.555%
2 5.685 401 408 415 rBV 660229 1083826 45.50% 8.740%
3 5.744 415 418 429 rVB 19770 35745 1.50% 0.288%
4 7.301 675 683 698 rBV 674281 1165355 48.93% 9.397%
5 8.141 819 826 838 rVB 142475 245065 10.29% 1.976%
6 9.316 1017 1026 1040 rBV 386796 716231 30.07% 5.776%
7 10.715 1256 1264 1276 rBV 57458 113565 4.77% 0.916%
8 10.967 1300 1307 1315 rBV 204900 364442 15.30%  2.939%
9 13.400 1713 1721 1736 rBV 1148818 1815314 76.21% 14.638%
10 13.647 1757 1763 1769 rVB2 22125 35684 1.50% 0.288%
11 14.781 1945 1956 1963 rBV 331827 529986 22.25% 4.274%

12 16.267 2202 2209 2229 rBV 753545 1250664 52.51% 10.085%

13 17.524 2415 2423 2428 rBV 395409 614540 25.80% 4.956%
14 17.566 2428 2430 2437 rVB 37826 49699 2.09% 0.401%
15 18.159 2527 2531 2537 rBV 25236 33003 1.39% 0.266%
16 19.322 2721 2729 2734 rBV3 60206 103824 4.36% ©.837%
17 19.569 2766 2771 2776 rBV 76152 122239 5.13% ©.986%
18 19.933 2829 2833 2841 rVB 75280 113675 4.77% ©.917%

19 20.121 2859 2865 2872 rBV 1804851 2381865 100.00% 19.207%
20 20.403 2911 2913 2920 rVB4 20919 29096
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21 20.791 2976 2979 2986 rVB2 83460 124771 5.24%
22 21.420 3083 3086 3094 rVB2 48664 73507 3.09%
23 21.819 3147 3154 3160 rBV 369547 668748 28.08%
24 25.198 3722 3729 3741 rVB2 214345 661307 27.76%

(S, B
U1
o]
w
R

Sum of corrected areas: 12401019
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090922\
Data File : BG@54906.D

Acq On : 9 Sep 2022 21:14

Operator : CG/JU

Sample : N4538-08

Misc . MBD-MP-1-0-46

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG054906.D\data.ms
1500000
1000000
5.685 7.301
500000 9.316
8.141 10.967
5.204 &l744 10.715
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG054906.D\data.ms
20.121
1500000
13.400
1000000
16.267
21.819
500000 17.524
14.781
I 20.791 21.420
56@9-93@03
3.647 17566 18.159 10.3% J
L \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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: BG054906.D\data.ms
1500000
1000000
500000 25,198
N R e WN.MMM“‘MNM
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_G\Data\BG090922\
Data File : BG@54906.D

Acq On : 9 Sep 2022 21:14

Operator : CG/JU

Sample : N4538-08

Misc MBD-MP-1-0-46

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.204 5.62 ng 68868 1,4-Dichlorobenzene-d4 8.141

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 326 (5.204 min): BG054906.D\data.ms (-318) (-) m/z 43.05 100.00%

59.1
5000
101'1 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
4.80 5.00 5.20 5.40 5.60
| | 83.1 o
ot m/z 59.10 64.44%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L L B R
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.10  23.85%
270 “ 83.0
O\\\\‘\‘\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R RAman R
4.80 5.00 5.20 5.40 5.60
5000 2410 m/z 58.10 17.74%
126.0
bl Al L 1280130
m/z--> 20 40 60 80 100 120 140
Abundance #3549: 5-Hexen-2-one e e
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.74%
5000
27.0
ol 0 800 ol
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090922\
Data File : BG@54906.D

Acq On : 9 Sep 2022 21:14

Operator : CG/JU

Sample : N4538-08

Misc MBD-MP-1-0-46

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.715 6.23 ng 113565 Naphthalene-d8 10.967
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 53
4 Tetraethylene glycol 194 C8H1805 000112-60-7 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
Abundance Scan 1264 (10.715 min): BG054906.D\data.ms (-1256) (- | m/z 57.10 100.00%
57.1
5000
41.1
‘ 75"1 ‘ 101.1 131.0 10 50 11 00
om_‘Hu“!uJN‘JHH‘JM‘M‘H‘HHHWH_M m/z 45.1 88.55%
m/z--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 1
29.0 10.50 11 00
75.0 ITI/Z 41.1 32.18%
0 T \‘H“\‘ T “‘H‘\ \‘! ‘UH\ \‘1“\“ \“\‘ \lr()(f:‘)\owlwlwel‘owlw\?’!z.\o‘ T
miz—-> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
A‘ ‘ T A/"\ AAAM 4
10.50 11. OO
5000 m/z 75.10 16.48%
41.0
75.0
oL 1590 L‘\ 1A ‘ | 1000 1180
e
m/z--> 20 40 60 80 100 120 140
Abundance #24736: DL-Lactamide, butyl ether —— —
57.0 10.50 11.00
101.0 m/z 56.18  15.21%
5000 41.0
73.0
oL R0 W b b 1460 —— S
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090922\
Data File : BG@54906.D

Acq On : 9 Sep 2022 21:14

Operator : CG/JU

Sample : N4538-08

Misc MBD-MP-1-0-46

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 4 trans-13-Octadecenoic acid,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.322 3.38 ng 103824  Phenanthrene-di10 17.524
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 93
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 90
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 87
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 81
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 81

Abundance Scan 2729 (19.322 min): BG054906.D\data.ms (-2721) (-~ | m/z 55.10 100.00%
55.1

-

5000
— —r
19.00 19.50
0! m/z 69.10 72.39%
miz--> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
5000

“ T
19.00 19.50
m/z 41.10 63.61%

264.0
38.0 180.0 222.0 206.C

O,
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
P P
19.00 19.50
5000 ITI/Z 74.10 62.47%
81.0
264.0
“ H T(zs.o 180.0 222.0 206.C
ob— “ H‘\‘ L \‘\ “\‘m “\mm‘ s fl b - }‘L — ““ = \"
miz--> 50 100 150 200 250 300 )
Abundance #194441: 9-Octadecenoic acid (Z)-, methyl ester — A
55.0 19.00 19.50
m/z 83.10 53.62%
- [k MLW“
23.0
0150 \‘\ \\W\ \‘hh\m‘w\h‘h \‘H . ‘\1‘8?‘0 ‘ ‘22‘\2.‘0‘ ‘ZG‘ﬁl‘O‘z‘gs‘c

“ T
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090922\
Data File : BG@54906.D

Acq On : 9 Sep 2022 21:14

Operator : CG/JU

Sample : N4538-08

Misc MBD-MP-1-0-46

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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 5 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.791 3.73 ng 124771  Chrysene-d12 21.819
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
2 Palmitoleamide 253 C16H31NO 106010-22-4 89
3 Hexadecanamide 255 C16H33NO 000629-54-9 58
4 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 50
5 Octadecanamide 283 C18H37NO 000124-26-5 47

Abundance Scan 2979 (20.791 min): BG054906.D\data.ms (-2976) (- | m/z 59.10 100.00%
59.1

5000
149.0

——

et 1
20.50 21.00

206.1 o551
0 2903 m/z 72.10 69.88%
m/z--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (2)-
59.0
5000 b Py
20.50 21.00
m/z 55.10 41.03%
98.0
018 MM HH ‘% ‘\‘0.‘(‘)\ :\1_8\4\0‘ T \2\38\? \2\8\‘1'\0‘ T T
m/z--> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide
59.0
— —
20.50 21.00
5000 m/z 149.00 35.26%
o \“\h JM “‘ H\\ M‘\ u‘\\ ‘ ‘\‘ i ‘:\L‘GS‘(‘) ‘2‘1‘0‘0‘ ?5‘3‘0‘ T
m/z--> 100 150 200 250 300
Abundance #142060: Hexadecanamide 7 7
59.0 20.50 21.00
m/z 41.10 27.74%
- JLNNJ\W
1280
ob g0 T o0 M0 250
m/z--> 50 100 150 200 250 300 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090922\

Data File : BGO54906.D

Acq On 9 Sep 2022 21:14

Operator : CG/JU

Sample : N4538-08

Misc MBD-MP-1-0-46

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P
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Peak Number 6 1-Octadecene Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
21.420 2.20 ng 73507  Chrysene-d12 21.819
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octadecene 252 (C18H36 000112-88-9 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87
3 Cyclohexadecane 224 C16H32 000295-65-8 83
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 76
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 64

Abundance Scan 3086 (21.420 min): BG054906.D\data.ms (-3083) (- | m/z 57.10 100.00%
57.1
5000
51 228.0 T
‘ f\ “ 342 21.50
0“‘Mwuw‘ﬂ‘nHﬂwuﬁ%Mfwmw‘uw‘uw‘uw‘uw‘uwu‘_ m/z 83.10 70.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138521: 1-Octadecene
57.0
5000 1
21.50
\ %so m/z 43.10  68.66%
O H‘\J[\JHT 1‘1‘\\4[““\”‘\%\5‘?\\(\]\’\\\\‘\H\‘HH’HH‘HH‘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
—
21.50
5000 m/z 55.10 67.73%
5.0
oL h,“ 2520 3690 648,
‘H‘_H‘_‘H“‘H‘HH‘HH,H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane —
55.0 21.50
m/z 71.10 64.93%
5000
.0
‘ 1 h 2250
ol b e -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090922\
Data File : BGO54906.D

Acqg On : 9 Sep 2022 21:14

Operator : CG/JU

Sample : N4538-08

Misc . MBD-MP-1-0-46

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.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|
2-Pentanone, 4-... 5.204 5.6 ng 68868 1 8.141 245065 20.0
Ethanol, 2-(2-b... 10.715 6.2 ng 113565 2 10.967 364442 20.0
trans-13-Octade... 19.322 3.4 ng 103824 4 17.524 614540 20.0
9-Octadecenamid... 20.791 3.7 ng 124771 5 21.819 668748 20.0
1-Octadecene 21.420 2.2 ng 73507 5 21.819 668748 20.0
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