LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55828.D

Acqg On : 29 Nov 2022 14:37
Operator : CG/JU

Sample : N5787-01

Misc :

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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55828.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.276 331 338 350 rBV 496640 769671 25.37% 5.261%
2 5.758 413 420 432 rBV 763656 1225390 40.39% 8.376%
3 6.375 519 525 532 rBV 29529 46614 1.54% ©.319%
4 7.373 686 695 710 rBV 716128 1297054 42.75% 8.866%
5 8.225 832 840 847 rBV 136263 234019 7.71% 1.600%

6 9.395 1031 1039 1050 rBV 442184 804104 26.50% 5
7 10.799 1271 1278 1296 rBV 52387 143571 4.73% ©
8 11.052 1314 1321 1328 rBV 189886 331141 10.91% 2.263%
9 13.472 1725 1733 1745 rVB 1224690 1861808 61.37% 12.
10 13.719 1769 1775 1783 rBV 24029 39302 1.30% ©

11 14.847 1959 1967 1974 rBV 315743 485247 15.99%
12 16.334 2213 2220 2235 rBV 1034326 1662967 54.81% 11.
13 17.585 2426 2433 2439 rBV 421488 645225 21.27%
14 18.220 2536 2541 2545 rVB 27151 34918 1.15%
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15 18.443 2575 2579 2585 rBV2 76650 128103  4.22% 876%
16 18.860 2644 2650 2654 rBV 31630 41400 1.36% 0.283%
17 19.377 2730 2738 2743 rBV2 50134 73945 2.44%  ©.505%
18 19.506 2755 2760 2764 rBV3 25337 35556 1.17% ©0.243%
19 19.624 2775 2780 2786 rVB 56970 90712 2.99% 0.620%
20 19.706 2790 2794 2804 rVv3 36138 61748 2.04% 0.422%
21 19.988 2838 2842 2848 rVB 51504 75886  2.50% ©.519%

22 20.176 2867 2874 2879 rBV 2224944 3033923 100.00% 20.737%
23 21.874 3156 3163 3169 rBvV2 428001 759861 25.05% 5.194%
24 25.264 3731 3740 3753 rVB2 265001 748134 24.66% 5.114%

Sum of corrected areas: 14630299
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55828.D

Acq On : 29 Nov 2022 14:37
Operator : CG/JU

Sample : N5787-01

Misc

ALS Vial : 8 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: BG055828.D\data.ms
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5.758 7.373
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500000
8.225 11.052
o 6.375 10.799

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055828.D\data.ms
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Abundance TIC: BG055828.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55828.D

Acq On : 29 Nov 2022 14:37
Operator : CG/JU

Sample : N5787-01

Misc

ALS Vial : 8 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 65.78 ng 769671  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 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
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 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 338 (5.276 min): BG055828.D\data.ms (-331) (-) m/z 43.00 100.00%
3.0
59.0
5000
1010 LU L L L LN L L
5.00 5.20 5.40 5.60
om0 ;
ot m/z 59.00 56.27%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B B L B LR
5.00 5.20 5.40 5.60
101.0 m/z 101.00 17.61%
270 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
A EEmmaREE
5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 14.63%
H ‘ 87.0
om‘zﬁ‘iHHH“U‘;‘“uW‘Hu_mw”,”
miz--> 20 40 60 80 100 120 140 A
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.21%
5000 41.0
o 00
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\BG112922\
Data File : BG@55828.D

Acq On : 29 Nov 2022 14:37
Operator : CG/JU

Sample : N5787-01

Misc

ALS Vial : 8 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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.375 3.98 ng 46614 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 83
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 43
3 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 37
4 2-Propyn-1-0l, acetate 98 C5H602 000627-09-8 9
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 9

Abundance Scan 525 (6.375 min): BG055828.D\data.ms (-519) (-) m/z 42.95 100.00%

3.0 3.1
5000
BRAREEEESEESESSE RSy
| 580 100.0 11‘5.1 6.00 6.20 6.40 6.60
0Frrrrerrr e e b et e M/z 730100 91.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15501: 2-Pentanone, 4-methoxy-4-methyl-
43.0
73.0
5000 L B L B I IR B

6.00 6.20 6.40 6.60
m/z 41.00 12.20%

29.0 115.0
O \\\‘\\\\‘\\\M“‘\‘\\\“M“\\‘1\5\?‘.\(‘)\\\\‘\}\\‘\\6\.\0‘\\]-\0\}()\.\(]\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #843: Acetamide, N-methyl-
30.0 43.0 73.0
6.00 6.20 6.40 6.60
5000 58.0 ITI/Z 115.10 10.56%
15.0
0 H‘_l‘w‘uwh“ij‘_"w‘H‘_l‘w‘u‘_“w‘u‘_“w‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8775: 1-Methoxyethanimine, N-acetyl- T
43.0 6.00 6.20 6.40 6.60
100.0 m/z 42.10  7.97%
5000
29‘.0 | 58.0 7%‘.0 870 115.0 ﬂ
Ol e e e SDMENESN NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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@55828.D

Acq On : 29 Nov 2022 14:37
Operator : CG/JU

Sample : N5787-01

Misc

ALS Vial : 8 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 8.67 ng 143571  Naphthalene-d8 11.052
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 72
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
Abundance Scan 1278 (10.799 min): BG055828.D\data.ms (-1271) (- | m/z 57.10 100.00%
57.1
5000 j\\\A
75.0
131.1
om_‘HpﬁuMw!u‘J‘L‘}MH_?’HWH_H n/z 45.00 98.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 1050 1100
29.0
750 m/z 41.00 %
101.0
O \\\‘\H“\ \“‘h‘\ \m\ 1“‘1‘\ T U\ T T ‘ \]_\3‘}2.\0‘ T T ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10.50 1100
5000 m/z 75.00 L42%
29.0 75.0
100.0
0 Y O L .
m/z--> 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0 1050 1100
m/z 56.10 17.58%
5000
29.0 75.0
0 i L 100us0
m/z--> 40 60 80 100 120 140 160 1050 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55828.D

Acq On : 29 Nov 2022 14:37
Operator : CG/JU

Sample : N5787-01

Misc

ALS Vial : 8 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 4
R.T. EstConc Area Relative to ISTD R.T.
18.443 3.97 ng 128103 Phenanthrene-d10 17.585
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 49
Abundance Scan 2579 (18.443 min): BG055828.D\data.ms (-2575) (- | m/z 43.00 100.00%
43.0 |73.0
5000
129.1
213.1
185. T
10 W s
O “1 RIRN ‘u\‘w m‘“w il el m : ‘ bbbk m/z 6@.00  99.22%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 I J\
129.0 18.50
213.0 m/z 72.95 93.22%
‘ H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\\\ HH\H \M}‘\ ‘H\L \‘\““\ \H‘”h “\H\‘\HHH‘H‘H‘\‘\ \‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
18.50
5000 129.0 m/z 55.00 74.28%
171.0
214.0
OISD?
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 18.50
m/z 57.00 73.10%
5000 129.0
199.0
s e T
osol WAl WL A [0 1L, | e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112922\
Data File : BG@55828.D

Acq On : 29 Nov 2022 14:37
Operator : CG/JU

Sample : N5787-01

Misc

ALS Vial : 8 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

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 11-Octadecenoic acid, methy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.377 2.29 ng 73945 Phenanthrene-d10 17.585
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 94
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
3 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 93
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
Abundance Scan 2738 (19.377 min): BG055828.D\data.ms (-2730) (- | m/z 55.00 100.00%
55.0
5000 97.0 m
1540 2221 2641 315, 19.00 19.50
0! Ll ]T\ MHHH\‘\ h‘\ L ‘h‘ L m/z 41.00 63.26%
miz--> 50 100 150 200 250 300
Abundance  #194453: 11-Octadecenoic acid, methyl ester, (2)-
55.0
5000 — ——
7.0 264.0 19.00 19.50
2220 m/z 69.00 53.39%
180.0
O 38% m \‘\ " m u h 297 0
N L T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
— ——
19.00 19.50
5000 m/z 74.00 52.54%
7.0
264.0
o! HHM ‘HM ﬂ:u \HH\ m sl | ;‘L — ““ ‘2‘93'0‘ ,
m/z--> 50 100 150 200 250 300
Abundance #194437: cis-13-Octadecenoic acid, methyl ester s — Aoy
55.0 19.00 19.50
m/z 43.00 46.06%
5000 97.0
264.0
38.0 180.0 222.0
050 RO R 1 T S
m/z--> 50 100 150 200 250 300 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@55828.D

Acqg On : 29 Nov 2022 14:37
Operator : CG/JU

Sample : N5787-01

Misc

ALS vial : 8 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 65.8 ng 769671 1 8.225 234019 20.0
2-Pentanone, 4-... 6.375 4.0 ng 46614 1 8.225 234019 20.0
Ethanol, 2-(2-b... 10.799 8.7 ng 143571 2 11.052 331141 20.0
n-Hexadecanoic ... 18.443 4.0 ng 128103 4 17.585 645225 20.0
11-Octadecenoic... 19.377 2.3 ng 73945 4 17.585 645225 20.0
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