LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55577.D

Acqg On : 11 Nov 2022 22:18
Operator : CG/JU

Sample : N5509-10

Misc :

ALS Vvial : 10 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55577.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  3.336 3 8 37 rVB 356412 727569 25.34%  3.903%
2 3.882 97 101 107 rBV 24291 39601 1.38% 0.212%
3 5.327 340 347 355 rBV 169549 279895 9.75% 1.502%
4 5.803 420 428 441 rBV 930807 1567925 54.61% 8.412%
5 7.407 692 701 715 rBV 976316 1670057 58.16% 8.960%
6 8.271 841 848 855 rBV 238955 410109 14.28%  2.200%
7 9.440 1039 1047 1055 rBV 555737 1006319 35.05% 5.399%
8 11.103 1321 1330 1337 rVB 323542 576762 20.09%  3.094%
9 13.518 1733 1741 1748 rVB 1457836 2202882 76.72% 11.818%
10 14.893 1967 1975 1982 rVB 496136 799200 27.83% 4.288%
11 16.367 2216 2226 2234 rBV 1210909 1821359 63.43% 9.772%
12 16.996 2326 2333 2339 rBV 27919 44720 1.56% 0.240%
13 17.631 2434 2441 2446 rBV 589927 933022 32.49% 5.006%
14 17.672 2446 2448 2455 rVB2 22224 33523  1.17% 0.180%
15 18.271 2546 2550 2556 rVvV 43542 58956 2.05% 0.316%
16 18.365 2561 2566 2571 rBV5 31602 49428 1.72% 265%
17 18.488 2582 2587 2606 rBV 341421 571302 19.90% 065%
18 19.605 2774 2777 2779 rBV3 28798 36883 1.28%

19 19.752 2798 2802 2812 rBV 148876 228928 7.97%
20 20.216 2875 2881 2887 rBV 2174074 2871316 100.00% 15.
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21 20.509 2928 2931 2934 rVB 29962 32044  1.12%
22 21.532 3101 3105 3112 rBV 147921 238765 8.32%
23 21.925 3166 3172 3179 rVB2 553720 927433 32.30%
24 22.113 3201 3204 3210 rVB 50065 73731 2.57%
25 23.712 3470 3476 3484 rVB 241862 474649 16.53%
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26 25.351 3747 3755 3770 rVB 307808 963102 33.54%
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Sum of corrected areas: 18639480
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55577.D

Acq On : 11 Nov 2022 22:18
Operator : CG/JU

Sample : N5509-10

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055577.D\data.ms

2000000

1500000

1000000 5.803 7.407

9.440
500000

336 6271 11.103
5.327 :

3.882

Time--> 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: BG055577.D\data.ms

20.216
2000000

1500000{ 13.518
16.367

1000000

21.925

17.631

500000 14.893

21.532

20509 , | #m3
16.996 "

e T s e e e 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: BG055577.D\data.ms

2000000
1500000
1000000

500000 25.351

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\BG111122\
Data File : BG@55577.D

Acq On : 11 Nov 2022 22:18
Operator : CG/JU

Sample : N5509-10

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.336 35.48 ng 727569  1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 23
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23

Abundance Scan 8 (3.336 min): BG055577.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0
87.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ ‘ 3.403.503.603.70
Ottt i b b miz 43.00 46.34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B B N R B
43.0 3.403.503.603.70
- 550 87.0 m/z 55.80 32.57%
20.0 \ |
O\\‘\\\\‘\\\H“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
T
40 oo, 87.0 3.403.503.603.70
5000 ’ m/z 87.00 25.48%
29.0
150 M\ l, \H
o+t e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 3.403.503.603.70
m/z 41.00 14.81%
5000 43.0
58.0
29.0 87.0
o‘Wm_m““mwuu_m_m,mw‘“Wm‘m B
m/z--> 10 20 30 40 50 60 70 80 90 100 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55577.D

Acq On : 11 Nov 2022 22:18
Operator : CG/JU

Sample : N5509-10

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.327 13.65 ng 279895 1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Diacetamide 101 C4H7NO2 000625-77-4 9
Abundance Scan 347 (5.327 min): BG055577.D\data.ms (-340) (-) m/z 43.00 100.00%
43.0
5000 59.0
T
63,0 101.0 5.00 5.20 5.40 5.60
) SRR MY SN NS EN m/z 59.60 50.63%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B L B BB
5.00 5.20 5.40 5.60
101.0 m/z 58.00 14.96%
270 ‘ 83.0
O\\\\‘\‘\“\\“‘\\\w“\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
PP T
5.00 5.20 5.40 5.60
5000 m/z 101.00 14.19%
101.0
o 180 . 600 840
e
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester AR
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.31%
5000 41.0
0 \H \‘ \‘ if ‘ 12\6'0 142.0
—_—
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55577.D

Acq On : 11 Nov 2022 22:18
Operator : CG/JU

Sample : N5509-10

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.488 12.25 ng 571302  Phenanthrene-d10 17.631
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Nonanoic acid 158 C9H1802 000112-05-0 60

Abundance Scan 2587 (18.488 min): BG055577.D\data.ms (-2582) (- | m/z 43.00 100.00%

43.0
5000
.0 129.0 2131

3 :
‘ 171.1 ‘ 256.1 18.50
0 A uh‘\\ “\u‘\‘m‘\ e “‘ “‘ “\‘m S0 M L ‘394‘5 m/z 73.00 93.64%
m/z--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid

4

30 256.0
5000 —
129.0 18.50
83.0 213.0 m/z 60.08 87.99%
b DT L
ol ‘\\ \‘\hh“\ \}‘\H‘w i H‘w\ | “‘ “‘ “‘u\‘ A h‘ I R
50

miz--> 100 150 200 250 300

Abundance #92063: Tridecanoic acid
73.0

—

41.0

s
18.50

5000 129.0 m/z 55.00 75.16%
171.0
‘ ‘ ‘ ‘ 214.0
0 — ‘\‘ ‘} ‘ ‘ \‘HM‘ \\‘H“\ }‘\H - h} “ n“ S ‘ — “ L e I A
m/z--> 50 100 150 200 250 300
Abundance

#126199: Pentadecanoic acid :
18.50

73.0
410 m/z 57.85 73.78%
5000 129.0
‘ 199.0 242.0
oL ' “\h‘L il ‘\‘ 167.0, \i s ‘\“ N S
miz--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55577.D

Acq On : 11 Nov 2022 22:18
Operator : CG/JU

Sample : N5509-10

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.752 4.91 ng 228928 Phenanthrene-die 17.631
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 2802 (19.752 min): BG055577.D\data.ms (-2798) (-~ m/z 43.05 100.00%

2000 )A,\,/\kj\/\‘w

— —
‘ 28‘4-1 4311 19.50 20.00
0 Bk bbb b e 3B 2 73 00 84 04%

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

5000 129.0 RN U
19.50 20.00

m/z 59.95 79.70%

185.0 547 284.0
0 w‘\\‘\ ! ‘\“‘ ‘\““ S ‘L‘ — “\‘ R
m/z--> 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0

19.50 20.00
5000 ITI/Z 57.00 78.56%
129.0
29. 185.0 228.0

0 um uh” M‘\ al ‘\ | Ll “\ by “\‘ e

m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid T T
19.50 20.00

m/z 55.00  78.26%

5000 129.0
171 0 21‘3 0 25‘6 0
‘ l L

0! m\h”w ‘H‘\ . |

‘ T
m/z--> 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\BG111122\
Data File : BG@55577.D

Acq On : 11 Nov 2022 22:18
Operator : CG/JU

Sample : N5509-10

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Pentadecafluorooctanoic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.532 5.15 ng 238765  Chrysene-di12 21.926
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
2 Octacosyl heptafluorobutyrate 606 C32H57F702 1010351-83-6 91
3 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 91
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 3105 (21.532 min): BG055577.D\data.ms (-3101) (- | m/z 57.00 100.00%
57.0
2000 \/J\\/\—\
5.1 o1'e0 |
J T 207.0 304.0 21.50
O b AL b bbb S e e e e m/z 43.00 83.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —— :
21.50
m/z 55.00 72.40%
ok lh‘.‘ 2520 3600 648,
\H\‘HH‘\HT‘HH‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #346800: Octacosyl heptafluorobutyrate
57.0
L \
21.50
5000 m/z 83.05 51.11%
5.0
0 }‘ J; 195.0264.0  392.0 588.0
e ‘“H"H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #244234: Cyclodocosane, ethyl- T ‘
57.0 21.50
m/z 69.00 48.44%
5000
1 h 307.0
o 3950 e —_—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\

Data File : BG@55577.D

Acq On : 11 Nov 2022 22:18

Operator : CG/JU

Sample : N5509-10

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 6 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.712 9.86 ng 474649  Perylene-d12 25.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Farnesol isomer a 222 C15H260 1000108-92-4 72
3 1,2-Epoxy-3,7,11-trimethyl-(6E,1... 238 C15H2602 1000432-46-2 72
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
5 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 53

Abundance Scan 3476 (23.712 min): BG055577.D\data.ms (-3470) (- m/z 69.00 100.00%

69.0
5000

=
1871 23.50 24.00
bl ) 1893 269.0 | 3411 4149 g ap  49.26%

m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0

5000 1
23.50 24.00
m/z 41.00 28.26%

137.0
Obobidily) 1910 2730 3410 4100
\\\‘\ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #101957: Farnesol isomer a
69.0

T
23.50 24.00
5000 m/z 95.00 12.80%

121.0
P e
m/z--> 50 100 150 200 250 300 350 400

Abundance #121087: 1,2-Epoxy-3,7,11-trimethyl-(6E,10)-dodecadien T
69.0 23.50 24.00

m/z 68.05 12.03%

5000
| 1230 4770
Ul ‘\‘H‘\L \‘H \“ iy | 238.0

T T
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00

o

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55577.D

Acqg On : 11 Nov 2022 22:18
Operator : CG/JU

Sample : N5509-10

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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... 3.336 35.5 ng 727569 1 8.271 410109 20.0
2-Pentanone, 4-... 5.327 13.7 ng 279895 1 8.271 410109 20.0
n-Hexadecanoic ... 18.488 12.3 ng 571302 4 17.631 933022 20.0
Octadecanoic acid 19.752 4.9 ng 228928 4 17.631 933022 20.0
Pentadecafluoro... 21.532 5.2 ng 238765 5 21.926 927433 20.0
Supraene 23.712 9.9 ng 474649 6 25.351 963102 20.0
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