LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55832.D

Acqg On : 29 Nov 2022 17:23
Operator : CG/JU

Sample : N5796-04

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: BGO55832.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.276 330 338 351 rBV 294107 464752 27.06%  4.459%
2 5.757 413 420 436 rVB 450134 745065 43.37% 7.149%
3 6.374 518 525 532 rBV 18280 30234 1.76% 0.290%
4 7.373 687 695 710 rBV 458380 811547 47.25% 7.787%
5 8.225 833 840 847 rBV 154420 263519 15.34% 2.529%

6 9.394 1030 1039 1049 rBV 286971 510891 29.74%
7 10.799 1270 1278 1299 rBV2 42553 129336  7.53%
8 11.051 1314 1321 1329 rBV 220232 383700 22.34%
9 13.472 1724 1733 1742 rBV 819406 1241430 72.27% 11.
10 14.847 1960 1967 1975 rVB 367147 555798 32.36%
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11 16.186 2189 2195 2204 rVB 25324 39477 2.30%
12 16.327 2213 2219 2229 rBV 630215 980418 57.08%
13 17.585 2427 2433 2439 rBV 424316 672293 39.14%
14 18.219 2537 2541 2545 rBV 21808 28410  1.65%
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15 18.448 2575 2580 2587 rBV2 51948 106194 6.18% 019%
16 18.654 2609 2615 2618 rBv4 18125 40841 2.38% ©0.392%
17 18.860 2646 2650 2653 rBV3 30537 36279 2.11% ©.348%
18 19.377 2730 2738 2742 rBV2 41712 95197 5.54% ©.913%
19 19.624 2777 2780 2785 rVB 29323 42686 2.49% 0.410%
20 19.706 2792 2794 2798 rBv4 17223 21747 1.27% ©.209%
21 19.988 2838 2842 2848 rVB 71506 112348 6.54% 1.078%

22 20.170 2868 2873 2879 rVB 1308651 1717740 100.00% 16.482%
23 21.880 3158 3164 3170 rVB 388676 658604 38.34%
24 25.270 3734 3741 3753 rVB2 251074 733164 42.68% 7.035%
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Sum of corrected areas: 10421670
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55832.D

Acq On : 29 Nov 2022 17:23
Operator : CG/JU

Sample : N5796-04

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: BG055832.D\data.ms
1400000

1200000
1000000
800000

600000
5.757 7.373
400000
5.276 9.394
200000 8.225

6.374 10.799
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\’\\\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG055832.D\data.ms
1400000 20.170

11.051

1200000

1000000

13.472
800000

16.327
600000 21.880

17.585
400000 14.847

200000

16.1

L S W L B L =L Siae TS

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: BG055832.D\data.ms
1400000

1200000
1000000
800000
600000

25.270
400000

200000 /MmN N

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\BG112922\
Data File : BG@55832.D

Acq On : 29 Nov 2022 17:23
Operator : CG/JU

Sample : N5796-04

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.
5.276  35.27 ng 464752  1,4-Dichlorobenzene-d4 8.225

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 338 (5.276 min): BG055832.D\data.ms (-330) (-) m/z 42.95 100.00%
43.0
59.0
5000
1010 L L L L B I
5.00 5.20 5.40 5.60
Ll \‘ 83.0 9
-+t m/z 59.00 55.58%
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 L B L L BN LR
59.0 5.00 5.20 5.40 5.60
150 1010 m/z 101.00 17.80%
O \\\‘\\‘\.\‘\\\ﬁ‘]r(\)\\“H{\\‘\\‘}\‘\\\\‘\\\\8‘%\.\0\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e RARRNEEEEEE
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 14.51%
29.
‘ ‘ 87.0
b 220 L WLl me
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester “‘_“W“H,“H“HA
43.0 5.00 5.20 5.40 5.60
m/z 41.00 9.21%
5000 57.0
29.0
‘ 101.0
0 H\‘\H\‘\H‘\“\H\‘MM\‘\\‘\HH\\‘H\\.‘HH‘HH“HH‘\ P TP AT
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\BG112922\
Data File : BG@55832.D

Acq On : 29 Nov 2022 17:23

Operator : CG/JU

Sample : N5796-04

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
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Peak Number 2 unknown6.374 Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
6.374 2.29 ng 30234 1,4-Dichlorobenzene-d4 8.225
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 40
2 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 17
3 Guanidine, methyl- 73 C2H7N3 000471-29-4 9
4 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 9

5 Di-n-propyl ether 102 C6H140 000111-43-3 9

Abundance Scan 525 (6.374 min): BG055832.D\data.ms (-518) (-) m/z 43.00 100.00%
43.0
73.0
5000
‘ 56.0 100.0 115.0 6.00 6.20 6.40 6.60
Ol peree el i b e e b m/z 73,000 82.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #15498: 2-Pentanone, 4-methoxy-4-methy!-
5000 L L L B B R R B I
6.00 6.20 6.40 6.60
m/z 41.00 13.99%
150 200 | seo | 1000150
OH\‘H‘H‘\HHHH‘\1\\‘H\‘\“\H‘HH‘\‘H\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2401: Propane, 2-methoxy-2-methyl-
73.0
6.00 6.20 6.40 6.60
5000 ITI/Z 115.00 9.64%
410 57.0
mo |
0“wum‘HMEHHMMH_HM“H‘_M‘_HW‘HW‘HWH‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #822: Guanidine, methyl- e e A RRESaREE
30,0 43.0 73.0 6.00 6.20 6.40 6.60
' m/z 39.00 7.26%
5000
57.0
so |
Ot e et el i e e A RREEaREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55832.D

Acq On : 29 Nov 2022 17:23
Operator : CG/JU

Sample : N5796-04

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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.799 6.74 ng 129336  Naphthalene-d8 11.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 59
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 47
Abundance Scan 1278 (10.799 min): BG055832.D\data.ms (-1270) (- | m/z 45.00 100.00%
45.0
5000 /\
L | 77'0 1000 1300 1050 11.00
0 ““““HWu‘WNM“W“‘WV‘ [ T m/z 57.00 97.97%
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
210 1050 11.00
75.0 m/z 41.00 35.46%
100.0
O \1\5‘\‘0‘ T “ ‘\ \“ ‘1‘\ \‘!‘HH\ \‘f‘“\ ‘ \‘H\ T }‘\ \1\1f6‘0\1\:3‘}2\0‘ T T
miz—-> 40 60 80 100 120 140
Abundance #25441. Propanoic acid, 2-hydroxy-, 2-methylpropy! ester
45.0
— /\AAAA !
1050 1100
5000 m/z 75.00 16.38%
29.0
‘\ - B0 g0
0 “““‘
miz--> 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0 10 50 11 00
m/z 56.00 15.07%
5000
89.0
29.0
73
ol Ul 70 | 190 g
m/z--> 20 40 60 80 100 120 140 1050 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55832.D

Acq On : 29 Nov 2022 17:23
Operator : CG/JU

Sample : N5796-04

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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.448 3.16 ng 106194  Phenanthrene-di10 17.591
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Octadecanoic acid 284 (C18H3602 000057-11-4 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70
Abundance Scan 2580 (18.448 min): BG055832.D\data.ms (-2575) (- | m/z 73.00 100.00%
73.0
5000 192.0
129.0
mmn‘w»(\rwfm‘ P
. 18.50
0! ‘ m/z 43.00 95.21%
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 1
129.0 18.50
3.0 213.0 m/z 60.00  83.23%
171.0 ‘
0! I ‘1‘”“\“” H‘w\ | “‘ “‘ “‘u\‘ A h‘ - “ g
miz--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
oty Ly
18.50
5000 129.0 m/z 57.00 82.53%
185.0
29. 228.0
0! » M‘H“w M\“l “ ‘ \‘\“ L \‘ — ‘\‘ T
miz--> 50 100 150 200 250 300
Abundance #92068: Tridecanoic acid —
73.0 18.50
m/z 41.00 80.74%
5000
29.
129.0
‘ 171.0 2140
ol ‘ H\‘m m‘u\\h‘ b ‘ - ‘ - ‘ SN _—
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55832.D

Acq On : 29 Nov 2022 17:23
Operator : CG/JU

Sample : N5796-04

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 9,10-Dimethylanthracene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.377 2.83 ng 95197  Phenanthrene-d10 17.591
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 90
2 (1S,4R)-1-Phenyl-1,2,4,5-tetrahy... 236 C17H160 1000482-34-0 64
3 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 50
4 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 50
5 di-p-Tolylacetylene 206 CleH14 002789-88-0 42

Abundance Scan 2738 (19.377 min): BG055832.D\data.ms (-2730) (-~ | m/z 55.05 100.00%
55.0

206.0
5000
265.1 T T
313.0 355.( 19.00 19.50
oL m/z 41.00  79.10%
m/z--> 50 100 150 200 250 300 350
Abundance #82932: 9,10-Dimethylanthracene

206.0

v

5000 — —
19.00 19.50
m/z 206.08  70.73%

O' T T T ‘ T ’ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #118879: (1S,4R)-1-Phenyl-1,2,4,5-tetrahydro-1,4-metha
206.0
ety

oy Y
19.00 19.50

91.0 o
m/z 43.00 56.94%
5000 128.0
51.0 165.0
o I i‘ ‘H‘d‘\‘\ “\“Jh\“\“‘% g ‘“L‘\‘h‘ ‘U ‘H“ : “‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #82969: Naphthalene, 1,2-dihydro-4-phenyl- — ——
206.0 19.00 19.50
m/z 74.00 55.64%
5000 91.0

| A
“
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55832.D

Acqg On : 29 Nov 2022 17:23
Operator : CG/JU

Sample : N5796-04

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-... 5.276 35.3 ng 464752 1 8.225 263519 20.0
unknown6.374 6.374 2.3 ng 30234 1 8.225 263519 20.0
Ethanol, 2-(2-b... 10.799 6.7 ng 129336 2 11.051 383700 20.0
n-Hexadecanoic ... 18.448 3.2 ng 106194 4 17.591 672293 20.0
9,10-Dimethylan... 19.377 2.8 ng 95197 4 17.591 672293 20.0
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