LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122322\
Data File : BGO56081.D

Acqg On : 23 Dec 2022 16:30
Operator : CG/JU

Sample : N6190-01

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-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56081.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.381 9 16 23 rBV 23782 35639 3.57% 1.026%
2 3.933 105 110 118 rBV 13324 18861 1.89% 0.543%
3 5.396 353 359 368 rBV 45050 68442 6.86% 1.971%
4 5.872 432 440 446 rBV 112199 174983 17.54% 5.040%
5 7.488 708 715 722 rBV 110848 189892 19.04% 5.469%
6 8.357 856 863 870 rVB 25908 41606 4.17% 1.198%
7 9.527 1055 1062 1068 rBV 71685 121933 12.23%  3.512%
8 11.189 1338 1345 1352 rBB 32940 57084 5.72% 1.644%
9 13.593 1747 1754 1761 rBV 245943 368404 36.94% 10.610%

10 14.967 1982 1988 1994 rVB 65583 102383 10.27% 2.949%

11 16.442 2232 2239 2246 rBV 374043 550036 55.15% 15.841%
12 17.705 2447 2454 2459 rBV 120372 181751 18.22% 5.234%

13 18.546 2593 2597 2604 rBV 18795 23971 2.40% 0.690%
14 20.279 2886 2892 2898 rBV 793217 997345 100.00% 28.724%
15 21.595 3112 3116 3128 rBV3 22466 44215 4.43% 1.273%

16 22.012 3180 3187 3195 rVB2 137473 242403 24.30% 6.981%
17 25.496 3770 3780 3791 rVB2 85397 253252 25.39%  7.294%

Sum of corrected areas: 3472200
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122322\
Data File : BGO56081.D

Acqg On : 23 Dec 2022 16:30
Operator : CG/JU

Sample : N6190-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056081.D\data.ms
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Abundance TIC: BG056081.D\data.ms
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Abundance TIC: BG056081.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122322\
Data File : BGO56081.D

Acqg On : 23 Dec 2022 16:30
Operator : CG/JU

Sample : N6190-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.381 17.13 ng 35639 1,4-Dichlorobenzene-d4 8.357

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 37
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 9
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 5
Abundance  Scan 16 (3.381 min): BG056081.D\data.ms (-9) (-) m/z 73.00 100.00%
3.0
5000 43.0
87.0
A ARARasEsEamassSs
‘ Lg 1 ‘ 3.403.503.603.703.80
e L m/z 43.08  49.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 AR RN RN R N
43.0 3.403.503.603.703.80
' 87.0 m/z 55.00  33.46%
29.0 Ls ‘
\\‘\H\‘H\”"\\\\“‘}\‘H‘\H‘?‘.\O\\\"\}\\‘\\H‘\H\‘H\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0
AR aE e Ramann
550 3.403.503.603.703.80
5000 m/z 87.00  27.69%
41.0
27.0
R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9210: 1,3-Dioxolane, 2-propyl- R aaa e
73.0 3.403.503.603.703.80
m/z 41.00 18.84%
5000
45.0
210 L.l 860 990 1150 \
AR B R e ARARS e A RARasEsEARAIC
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122322\
Data File : BGO56081.D

Acqg On : 23 Dec 2022 16:30
Operator : CG/JU

Sample : N6190-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 R-(-)-1,2-propanediol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.933 9.07 ng 18861 1,4-Dichlorobenzene-d4 8.357

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 110 (3.933 min): BG056081.D\data.ms (-105) (-) m/z 45.00 100.00%

45.0
5000
R RAREEAE S s
61.0 3.60 3.80 4.00 4.20 .
e e e m/z 43.00 22.74%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1091: R-(-)-1,2-propanediol
43.0
5000 \\‘\\\\‘\A\\\‘\\\\‘A\\\\’
3.60 3.80 4.00 4.20
20.0 m/z 43.95 6.45%
19.0 61.0
H‘\\\\‘HH‘\\\1‘\\\\‘\“!”\\\%?‘\(‘)\}!1 {\\\‘\H'\‘C)\i\\‘1\H‘HH‘HH‘\-\H‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
3.60 3.80 4.00 4.20
5000 m/z 61.00 6.08%
31.0
190 V380 530610 750
T e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1083: Propylene Glycol  RRAREEAL s
45.0 3.60 3.80 4.00 4.20
m/z 42.00 5.31%
5000
29.0
190 11 380, 530°%10 76
A LAAaL R R Gy
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122322\
Data File : BGO56081.D

Acqg On : 23 Dec 2022 16:30
Operator : CG/JU

Sample : N6190-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.396 32.90 ng 68442 1,4-Dichlorobenzene-d4 8.357

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 359 (5.396 min): BG056081.D\data.ms (-353) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 RS R
‘ 83.0 5.00 5.20 5.40 5.60 5.80
\\\‘\\\\‘\\\\‘\\\\“M}\\‘\\‘1\‘\\\\‘\\\\‘\\'\\‘\\\\‘\\\\‘\ m/z 59.06 54.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | L AL B
59.0 5.00 5.20 5.40 5.60 5.80
150 010 m/z 101.00 21.35%
. 101.
\\\‘\!‘\!‘\\!‘Swi;\o\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\:"\-(\)\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R RAR R
57.0 5.00 5.20 5.40 5.60 5.80
5000 m/z 58.00 15.00%
20.0 101.0
130 |l 730 850
e e e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R BANER R
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 10.94%
5000
101.0
150 310 | %89 700 ge0
e e e e e e e e P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122322\
Data File : BGO56081.D

Acqg On : 23 Dec 2022 16:30
Operator : CG/JU

Sample : N6190-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Undecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.546 2.64 ng 23971  Phenanthrene-die 17.705
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 86
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 Pentadecanoic acid 242 C15H3002 001002-84-2 45
Abundance Scan 2597 (18.546 min): BG056081.D\data.ms (-2593) (- m/z 73.00 100.00%
43.0 ,73.0
129.0 213.1
5000
157.1185.1 256.1 — :
\M \‘ H il ‘ ‘ L 1] ‘ 852 g
\H‘HH‘HH \H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ m/z 43.06 95.64A
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #60689: Undecanoic acid
6Q.0
5000 Y R '}
18.50
29.0 129.0 m/z 60.00 93.59%
8 186.0
\H‘\‘iH“‘\‘\\‘\“\w‘\‘\‘H\HH“H\‘\‘U‘\H“\J\-\S\?‘\O\H‘H.\\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T I
18.50
5000 129.0 m/z 41.00  92.56%
185.0
228.0
L e |
1500 ALl ol H\‘Jm‘MmumH_uHuwwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid — h ‘
60.0 18.50
m/z 55.00 82.42%
5000 129.0
9r.0 157.01g5 02130  256.0
mw“mluJ:‘H“MLwh\‘m‘w‘:‘m‘HH‘HH_‘m_”“_wm!_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50

8270-BG121322.M Sun Dec 25 03:08:40 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122322\
Data File : BGO56081.D

Acqg On : 23 Dec 2022 16:30
Operator : CG/JU

Sample : N6190-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.595 3.65 ng 44215  Chrysene-d12 22.006
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90
3 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 90
4 1-Tetracosene 336 C24H48 010192-32-2 90
5 1-Tricosene 322 C23H46 018835-32-0 90

Abundance Scan 3116 (21.595 min): BG056081.D\data.ms (-3112) (-  m/z 43.00 100.00%

43.0
7.1
5000

{ 154.1 207.0 355.0 21.50
‘ T \‘\

| 1 2811 ]
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209741: 1-Docosene
5000

\h‘ |\ L ‘ T ‘ T ‘ T ‘ T ‘ T ‘ TT 1T ‘ T m/z 55.06 94.25%
21.50
11.0

m/z 57.10  85.55%

miz-> 0 50 100 150 200 250 300 350 400 450
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0

o
13:1
o

21.50
5000 11.0 ITI/Z 69.00 72.44%
A | T L
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #295270: Bromoacetic acid, octadecyl ester — ‘h‘M‘ -
43.0 21.50
m/z 41.00 71.19%
7.0
5000
| ‘\\‘ I IIH ‘ R0, P0er0 IATITEY
m/z--> 0 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\BG122322\
Data File : BGO56081.D

Acqg On : 23 Dec 2022 16:30
Operator : CG/JU

Sample : N6190-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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... 3.381 17.1 ng 35639 1 8.357 41606 20.0
R-(-)-1,2-propa... 3.933 9.1 ng 18861 1 8.357 41606 20.0
2-Pentanone, 4-... 5.396 32.9 ng 68442 1 8.357 41606 20.0
Undecanoic acid 18.546 2.6 ng 23971 4 17.705 181751 20.0
1-Docosene 21.595 3.6 ng 44215 5 22.006 242403 20.0
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