LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55677.D

Acqg On : 17 Nov 2022 22:44
Operator : CG/JU

Sample : N5607-09

Misc :

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_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55677.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.304 335 343 352 rBV 96901 150701 7.37% 1.211%
2 5.786 418 425 439 rVB 664939 1082167 52.91% 8.694%
3 7.402 692 700 716 rVB 650388 1145164 55.99% 9.201%
4 8.254 837 845 852 rBV 191552 324444 15.86% 2.607%
5 9.423 1035 1044 1051 rBV 400990 721759 35.29% 5.799%

6 10.827 1274 1283 1293 rBV 44775 81559 3.99% ©0.655%
7 11.080 1319 1326 1333 rBV 261620 468850 22.92% 3.767%
8 13.500 1727 1738 1745 rBV 1060611 1647072 80.53% 13.233%
9 14.875 1965 1972 1980 rVB 387122 627773 30.69% 5.044%

10 16.356 2217 2224 2234 rBV 782553 1227843 60.03%  9.865%
11 17.613 2431 2438 2444 rBV 470864 724540 35.42% 5.821%
12 18.254 2543 2547 2553 rVB 22685 29363 1.44% 0.236%
13 18.359 2559 2565 2570 rBV8 18319 38850 1.90% ©0.312%
14 18.471 2579 2584 2591 rBV 164880 240430 11.75% 1.932%
15 18.765 2631 2634 2640 rBV6 12268 22090 1.08% 0.177%
16 19.593 2772 2775 2777 rBV2 32264 40184 1.96% ©.323%
17 19.646 2781 2784 2790 rVB 61401 98936 4.84% 0.795%
18 19.734 2795 2799 2805 rBV2 65356 98027 4.79% ©.788%
19 20.010 2844 2846 2851 rVB2 50182 67006 3.28% ©.538%
20 20.204 2873 2879 2884 rBV 1513453 2045383 100.00% 16.433%
21 21.515 3098 3102 3113 rVB3 97413 168440 8.24% 1.353%
22 21.914 3164 3170 3175 rBV 412405 707201 34.58% 5.682%

23 25.334 3745 3752 3764 rVB2 231249 688937 33.68% 5.535%

Sum of corrected areas: 12446719
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55677.D

Acq On : 17 Nov 2022 22:44
Operator : CG/JU

Sample : N5607-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055677.D\data.ms
1600000

1400000
1200000
1000000

800000
5.786 7.402
600000
400000 9.423
11.080
5304 10.827,

0\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ L I B B B

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG055677.D\data.ms
1600000 20.204

200000{» 8.254

1400000

1200000
13.500
1000000

800000 16.356

21.914
600000
17.613

14.875
400000 21515

200000 18.471 ; 0,&}:
1 d8.765 :

S = e

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: BG055677.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

25.334
400000

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 Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55677.D

Acq On : 17 Nov 2022 22:44
Operator : CG/JU

Sample : N5607-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.304 9.29 ng 150701 1,4-Dichlorobenzene-d4 8.254

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 37
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 343 (5.304 min): BG055677.D\data.ms (-335) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
‘ 83.0 5.00 5.20 5.40 5.60

bl S+ m/z 59.00  56.00%

m/z--> 20 40 60 80 100 120 140 160

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 590 L L A R IR I |
5.00 5.20 5.40 5.60
101.0 m/z 101.00 17.02%
27.0 ) u‘ 83{0 \‘
O\‘\‘\‘\\’\\\\"\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
AR AR AR
5.00 5.20 5.40 5.60
5000 m/z 58.10 14.66%
50.0
2710 101.0
) R /. R N —
m/z--> 20 40 60 80 100 120 140 160
Abundance #48846: 1,8-Nonanediol, 8-methyl- R EAmmaEaEE
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.82%
5000
43.0
0 ‘\ M\M i 830 . 12\3.0 141.0 159.0
e
m/z--> 20 40 60 80 100 120 140 160 5.00 5.20 5.40 5.60
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Library Search Compo

und Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BGO55677.D

Acq On : 17 Nov 2022 22:44

Operator : CG/JU

Sample : N5607-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
10.827 3.48 ng 81559  Naphthalene-d8 11.080
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 53
4 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 53
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53

Abundance Scan 1283 (10.827 min): BG055677.D\data.ms (-1274) (- m/z 57.00 100.00%

57.0
5000
41.0

780 1050 11.00
0b s J,‘Hu “Mm wl“u‘ “““1‘0“1‘.0‘ B0 Wz as.95 96.01%
miz--> 20 40 60 80 100 120 140
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
48.0
5000 290
1050 11.00

m/z 40.95 33.91%

‘ 75.0

04 \1\34\0“ \‘\“\‘ T "‘H‘\ T ‘!‘MH\ T ‘1‘ ‘\‘ T \“1‘ \1\03.\0\ T \1\312.\0‘ T

miz--> 20 40 60 80 100 120 140

Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
43.0

10.50 11.00
5000 m/z 56.00 19.17%
89.0
29.0
S 0 . I Y
m/z--> 20 40 60 80 100 120 140
Abundance #5013: 2-Pentanol, 3-methyl- ‘ W‘ oy
45.0 10.50 11.00
m/z 75.00 16.93%
5000
290
Ll 590 e7o |
0****\* **v L L L N A B T N
m/z--> 20 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\BG111722\
Data File : BG@55677.D

Acq On : 17 Nov 2022 22:44
Operator : CG/JU

Sample : N5607-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.471 6.64 ng 240430  Phenanthrene-die 17.613
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76
Abundance Scan 2584 (18.471 min): BG055677.D\data.ms (-2579) (- | m/z 43.05 100.00%
43.0
5000 128.9 NL
83.0 213.1
1711 256.1 18.50
oLl bt Ll L L 1T 202 ;
iy e B e m/z 73.00 98.91%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
97.0 1710 2130 2560 m/z 60.00 88.65%
0 ‘1‘”“\“1 \‘ T “\ \‘ \‘\ " \“\ b “‘\ B
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
73.0
41.0
s
18.50
5000 129.0 m/z 57.10 79.07%
‘ 199.0 2420
oL “\‘ H‘H‘M \;‘M‘\‘u} ““1‘61"(?“ L — “\‘ e
miz--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid T
73.0 18.50
m/z 55.00 75.27%
5000
450 129.0
1710 2140
o ‘\“ U‘\‘u‘n‘ 1 ‘m“” A ‘m‘ “\ ‘\‘ ’ “\‘ R —
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55677.D

Acq On : 17 Nov 2022 22:44
Operator : CG/JU

Sample : N5607-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.646 2.73 ng 98936  Phenanthrene-d1e 17.613
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Fluoranthene 202 C16H1e 000206-44-0 93
2 Pyrene 202 CleH1e 000129-00-0 89
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 64
4 7-(2-Butyl)amino-4-methylcoumarin 231 C14H17NO2 1000395-84-3 40
5 Succinic acid, di(4-cyanophenyl)... 320 C18H12N204 1000360-71-2 40

Abundance Scan 2784 (19.646 min): BG055677.D\data.ms (-2781) (- | m/z 202.00 100.00%

202.0
5000

100.9 19.50 20.00
145.1
ol P20 R ) 22112920 396, cee.e0  23.47%
m/z--> 50 100 150 200 250 300 350
Abundance #78090: Fluoranthene
202.0
5000
19.50 20.00

m/z 203.00  18.96%

101.0
0 63.Q | ” 159'0 T
\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #78086: Pyrene
202.0

T T
19.50 20.00

5000 m/z 201.00 15.60%
101.0
0 ***??p*““***1§99”**ﬁ****\ R A
m/z--> 50 100 150 200 250 300 350
Abundance  #78093: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- AP —
202.0 19.50 20.00

m/z 100.90 8.75%

5000
390 1010 1500
R e

m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55677.D

Acq On : 17 Nov 2022 22:44
Operator : CG/JU

Sample : N5607-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.734 2.71 ng 98027  Phenanthrene-d10 17.613
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2799 (19.734 min): BG055677.D\data.ms (-2795) (- | m/z 43.05 100.00%

43.0
5000

T
19.50 20.00
0- m/z 73.00 90.93%

m/z--> 50 100 150 200 250 300 350
Abundance #179089 Octadecanoic acid
10

5000 129.0 T T
19.50 20.00

m/z 60.00 81.76%

185.0 547 284.0
0! um\ M ‘ P ‘ “‘ \‘ . “ P “‘ R
m/z--> 0 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
A T ‘ T T ‘ T
19.50 20.00
5000 129.0 ITI/Z 55.00 79.20%
‘ 171.0 213.0 256.0
oL— ‘ \\‘H\ ‘ﬂ‘\ ul ‘\ ‘ ‘ ‘ \ “\‘\‘ . ’L‘ ——

m/z--> 5 100 150 200 250 300 350
Abundance #126199 Pentadecanoic acid T —
19.50 20.00

m/z 57.10 76.07%

129.0
199.0 242.0

0 w\h”‘\HM““‘“““\HH"HH“H“‘

T —
m/z--> 100 150 200 250 300 350 19.50 20.00

5000
29.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BGO55677.D

Acq On : 17 Nov 2022 22:44

Operator : CG/JU

Sample : N5607-09

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Eicosyl trifluoroacetate Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
21.515 4.76 ng 168440  Chrysene-d12 21.914
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 1-Hexacosene 364 C26H52 018835-33-1 90

Abundance Scan 3102 (21.515 min): BG055677.D\data.ms (-3098) (- | m/z 57.00 100.00%
57.0
5000
111.0 — ‘
228.1 21.50
0'"'h“l'G'g'l*"'28*5'1'34'5'1428'9 m/z 43.00 84.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298132: Eicosyl trifluoroacetate
57.0
5000 111.0 — ‘
21.50
m/z 55.00 69.10%
oh L, ) “\ 1670 2520, 32503760
TTT [1\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
— ‘
21.50
5000 m/z 83.05 57.63%
7.0
0 ‘ .H‘ | .‘. 1153.0 210.0 267.0321.0 490.(
R e e e A RARARREaE
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173731: 3-Eicosene, (E)- —
57.0 21.50
m/z 69.00 49.07%
5000
111.0
ob L LLLLLLL 367022002900 -
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BGO55677.D

Acqg On : 17 Nov 2022 22:44
Operator : CG/JU

Sample : N5607-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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-... 5.304 9.3 ng 150701 1 8.254 324444 20.0
Ethanol, 2-(2-b... 10.827 3.5 ng 81559 2 11.080 468850 20.0
n-Hexadecanoic ... 18.471 6.6 ng 240430 4 17.613 724540 20.0
Benzene, 1,1'-(... 19.646 2.7 ng 98936 4 17.613 724540 20.0
Octadecanoic acid 19.734 2.7 ng 98027 4 17.613 724540 20.0
Eicosyl trifluo... 21.515 4.8 ng 168440 5 21.914 707201 20.0
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