LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55540.D

Acqg On : 10 Nov 2022 15:10

Operator : CG/JU

Sample : N5360-01 :
Misc : 20221112-COMP-11

ALS vial : 8 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: BGO55540.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.329 3 7 13 rBV 257507 421025 13.87% 2.609%
2 3.370 13 14 24 rVB 34577 42687 1.41% 0.265%
3 5.327 340 347 357 rVB 153411 238558 7.86% 1.478%
4 5.797 420 427 438 rBV 1040130 1652540 54.46% 10.240%
5 7.407 691 701 710 rBV 964997 1723851 56.81% 10.682%

6 8.271 837 848 855 rBV 174718 296781 9.78% 1
7 9.440 1037 1047 1056 rBV 562564 1003073 33.05% 6
8 10.850 1281 1287 1295 rBV2 36451 60505 1.99% ©.375%
9 11.103 1322 1330 1339 rVB 220514 403209 13.29% 2
10 13.517 1734 1741 1748 rBV 1257899 1931607 63.65% 11.

11 14.886 1968 1974 1982 rBV 349851 557717 18.38% 3
12 16.367 2218 2226 2241 rBV 1221714 1867371 61.54% 11.
13 17.630 2433 2441 2447 rBV 477379 733636 24.18%  4.546%
14 17.742 2455 2460 2464 rBV3 29137 39519 0
15 18.494 2581 2588 2599 rBV2 54265 109064 0

w R
)
0 ®
3R R

16 20.215 2875 2881 2887 rVB 2374688 3034634 100.00% 18.
17 21.537 3101 3106 3115 rBV2 137892 220606 7.27% 1
18 21.925 3165 3172 3179 rBV 490748 871035 28.70% 5.397%
19 22.119 3203 3205 3211 rVB3 28491 40499 1.33% ©
20 25.351 3743 3755 3769 rBvV2 284111 890117 29.33% 5

Sum of corrected areas: 16138034
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55540.D

Acq On : 10 Nov 2022 15:10

Operator : CG/JU

Sample : N5360-01 :
Misc : 20221112-COMP-11

ALS Vial : 8 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: BG055540.D\data.ms
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Abundance TIC: BG055540.D\data.ms
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Abundance TIC: BG055540.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55540.D

Acq On : 10 Nov 2022 15:10

Operator : CG/JU

Sample : N5360-01 :
Misc 20221112-COMP-11

ALS Vial : 8 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.
3.329 28.37 ng 421025 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance Scan 7 (3.329 min): BG055540.D\data.ms (-3) (-) m/z 73.00 100.00%
3.0
5000 43.0 /k
A RaEa e R
‘ 3.403.503.603.70
bl e 2088y 43.00  48.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T T [ T T[T [ Trrir
3.403.503.603.70
43.0 o
‘ ‘ m/z 55.00 31.81%
O\\\‘\H‘\\““\‘\\\H‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R RARARERRERES
41.0 3.403.503.603.70
5000 m/z 87.05 24.43%
15.0 970
(o} e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2307: 1,3-Dioxolane, 2-methyl- R EAmAREaRIEERE
73.0 3.403.503.603.70
m/z 41.00 16.03%
5000 43.0 /\M
0 m‘u“‘hwwm‘_m_m_m_m‘mwm_m_m T e
m/z--> 20 40 60 80 100 120 140 160 180 200 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55540.D

Acq On : 10 Nov 2022 15:10

Operator : CG/JU

Sample : N5360-01 :
Misc 20221112-COMP-11

ALS Vial : 8 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 unknown3.370 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.370 2.88 ng 42687 1,4-Dichlorobenzene-d4 8.271

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 9
2 2-Propanone, 1,1-dimethoxy- 118 C5H1003 006342-56-9 9
3 Ethanol, 2-(4-methylthiazol-2-yl... 175 C6HINOS2 040107-47-9 9

4 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 9
5 1,3-Octanediol 146 C8H1802 023433-05-8 9

Abundance  Scan 14 (3.370 min): BG055540.D\data.ms (-13) (-) m/z 75.00 100.00%

75.0
45.0
5000
T
102.9 207.0 3.403.503.603.703.80
Obrrererdtd e m/z 45.00  60.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53406: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
|
5000 AR EARRN RN RN R R
3.403.503.603.703.80
72.0 m/z 41.00 52.85%

o

\\].\IS\(‘)\H“\\‘H\\\“\\U\‘\‘}‘\].\(‘)\3\(\)\‘\\\\]‘-4\8\\0‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9887: 2-Propanone, 1,1-dimethoxy-
75.0

3.403.503.603.703.80

5000 ITI z 47.00 26.02%
47.0
15.0 ‘
o\\\w\\ow
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50245: Ethanol, 2-(4-methylthiazol-2-yl)thio-
45.0 3.403.503.603.703.80

m/z 37.85 13.21%

5000
71.0 131.0
103. 0 175.0
0, m H‘ 1 H‘ H ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55540.D

Acq On : 10 Nov 2022 15:10

Operator : CG/JU

Sample : N5360-01 :
Misc : 20221112-COMP-11

ALS Vial : 8 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.327 16.08 ng 238558 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 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Butane 58 C4H10 000106-97-8 9
Abundance Scan 347 (5.327 min): BG055540.D\data.ms (-340) (-) m/z 43.00 100.00%
43.0
5000 59.0
T S T
6.0 101.0 5.00 5.20 5.40 5.60
0Frrrr e el e M/Z 59.00  46.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B B R B
59.0 5.00 5.20 5.40 5.60
150 1010 m/z 58.00 15.72%
O \\\‘\\‘\.\‘\\\ﬁ‘]r\o\\“u{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
PO e e
5.00 5.20 5.40 5.60
5000 57.0 m/z 101.00 14.71%
29.0 101.0
15.0 ‘
0 m"“"‘m‘mm“;1""m‘um‘mWm‘mwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime AR
43.0 5.00 5.20 5.40 5.60
m/z 41.00 8.07%
5000
101.0
oL 180 310 | %89 790 60
SRR RARRRRRRRRRRRRRRRRRRRRRANRNARRRIAANRRRRRRRRRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55540.D

Acq On : 10 Nov 2022 15:10

Operator : CG/JU

Sample : N5360-01 :
Misc 20221112-COMP-11

ALS Vial : 8 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.850 3.00 ng 60505  Naphthalene-d8 11.102
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 72
3 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 59
4 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 45
5 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 42

Abundance Scan 1287 (10.850 min): BG055540.D\data.ms (-1281) (- | m/z 45.00 100.00%

45.0
5000

75.0
10 50 11 00
\ H‘ \\\99\'9 207.0 9
" e A e e e | m/z 57.00 0 86.82%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-

45.0

5000

10 50 11 00
m/z 41.00  38.37%

75.0
15.0 ‘ 1000 1359
O' H\\‘1‘\‘\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-
57.0

10.50 11.00
5000 ITI z 56.00 20.73%
29.0 87.0
b b dl L 1o
Lt ‘H‘u_‘m‘mwHmmwm‘uu_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25441: Propanoic acid, 2-hydroxy-, 2-methylpropyl este ‘ i I -
45.0 10.50 11.00
m/z 75.00 13.43%
5000
S350 |70 i
,““““‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55540.D

Acq On : 10 Nov 2022 15:10

Operator : CG/JU

Sample : N5360-01 :
Misc 20221112-COMP-11

ALS Vial : 8 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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.494 2.97 ng 109064  Phenanthrene-die 17.630
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 87
3 Undecanoic acid 186 C11H2202 000112-37-8 68
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 2588 (18.494 min): BG055540.D\data.ms (-2581) (- m/z 43.00 100.00%
3.0 ,73.0
5000 129.1
213.1
——
671.1‘ ‘ 256.1 S
0! M‘NN‘ ‘J“waﬂ‘h “M“M ‘ m/z 60.00 93.35%
m/z--> 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 At |
18.50
97.0 1710 213.0 256.0 m/z 73.00 93.09%
O\\\\““ m\h”w u‘\ m‘ \\\‘\‘, \‘\‘\\‘\\\\
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
——
18.50
5000 129.0 m/z 41.00 83.08%
‘ 199.0 2420
0L— “ W‘ L,nm‘ Hhu\ M\‘u} “‘ ‘l‘sﬂ‘q“ i S— “\ —
miz--> 50 100 150 200 250
Abundance #60689: Undecanoic acid VWWWMNW$M
60.0 18. 50
m/z 55.00 76.98%
5000
29.0 129.0
186.0
= ““ U\ M\‘ u“ M‘P H‘ " ‘H\“ X ‘\‘ e e Fe
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\BG111022\
Data File : BG@55540.D

Acq On : 10 Nov 2022 15:10

Operator : CG/JU

Sample : N5360-01 :
Misc : 20221112-COMP-11

ALS Vial : 8 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 6 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.537 5.07 ng 220606  Chrysene-di12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 93
3 9-Nonadecene 266 C19H38 031035-07-1 93
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
5 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
Abundance Scan 3106 (21.537 min): BG055540.D\data.ms (-3101) (- | m/z 57.00 100.00%
57.0
5000
111.0
T
‘ 182 1 264.9 21.50
ol A ALLL Ly 1821 2649 3400 414 . 4305 88.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 = :
21.50
m/z 55.00 73.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155962: Z-5-Nonadecene
55.0
]
21.50
5000 111.0 m/z 83.00 60.01%
266.0
ob—4 ‘\ (M8 210 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #155958: 9-Nonadecene Foendy W ‘
55.0 21.50
m/z 69.00 55.66%
5000
11.0
266.0
o L) aere 20 M|\
m/z--> 50 100 150 200 250 300 350 400 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55540.D

Acqg On : 10 Nov 2022 15:10

Operator : CG/JU

Sample : N5360-01 :
Misc : 20221112-COMP-11

ALS vial : 8 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... 3.329 28.4 ng 421025 1 8.271 296781 20.0
unknown3.370 3.370 2.9 ng 42687 1 8.271 296781 20.0
2-Pentanone, 4-... 5.327 16.1 ng 238558 1 8.271 296781 20.0
Ethanol, 2-(2-b... 10.850 3.0 ng 60505 2 11.102 403209 20.0
n-Hexadecanoic ... 18.494 3.0 ng 109064 4 17.630 733636 20.0
1-Nonadecene 21.537 5.1 ng 220606 5 21.925 871035 20.0
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