LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55166.D

Acqg On : 13 Oct 2022 16:32
Operator : CG/JU

Sample : N5105-07

Misc :

ALS Vvial : 11  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-BG101322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55166.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 22 rVB 222376 352318 26.52% 3.941%
2 3.881 97 101 108 rBV 12323 19157 1.44% 0.214%
3 5.344 344 350 358 rVB 115199 170105 12.80% 1.903%
4 5.820 424 431 444 rVB 418685 669067 50.36%  7.485%
5 7.436 698 706 717 rBV 419000 744091 56.01%  8.324%

6 8.300 846 853 860 rBV 147481 250912 18.89% 2
7 9.469 1044 1052 1060 rBV 260331 462331 34.80% 5
8 10.873 1286 1291 1300 rVB 9698 15961 1.20% ©.179%
9 11.132 1327 1335 1344 rBV 211942 376025 28.30% 4
10 13.541 1738 1745 1751 rBV 708858 1068761 80.45% 11.

11 14.345 1877 1882 1890 rVB 15332 24779 1.87%
12 14.910 1971 1978 1987 rVB 322911 502041 37.79%
13 16.384 2222 2229 2239 rBV 532167 800426 60.25%
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14 17.642 2436 2443 2453 rVB 360391 556425 41.88% 224%
15 18.494 2584 2588 2596 rBV 37333 67183 5.06% 752%
16 19.669 2784 2788 2792 rBV 10021 16309 1.23% 0.182%
17 19.751 2799 2802 2805 rBV5 13963 17321  1.30% ©.194%
18 20.027 2847 2849 2857 rVB 22652 29442 2.22% ©.329%
19 20.215 2876 2881 2886 rVB 1062942 1328497 100.00% 14.861%
20 21.531 3101 3105 3114 rBV2 49935 87939 6.62% 0.984%

21 21.925 3166 3172 3179 rVB 319248 546727 41.15% 6.116%
22 23.458 3429 3433 3445 rVB4 116993 243380 18.32%
23 25.350 3748 3755 3767 rVB3 187433 590105 44.42% 6.601%
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Sum of corrected areas: 8939302
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55166.D

Acq On : 13 Oct 2022 16:32
Operator : CG/JU

Sample : N5105-07

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055166.D\data.ms
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Abundance TIC: BG055166.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55166.D

Acq On : 13 Oct 2022 16:32
Operator : CG/JU

Sample : N5105-07

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 28.08 ng 352318 1,4-Dichlorobenzene-d4 8.306

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 7 (3.329 min): BG055166.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0 87.0
T
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O e M wjz 4360 38.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R RN RN
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550 87.0 m/z 55.00  27.97%
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Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
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Abundance #4994 Pentane, 3-methoxy- R RARRRREERE
73.0 3.403.503.603.70
m/z 41.00 12.64%
5000
45.0
29.0
0 H,H‘w"Mhu‘ﬁlku‘H?%Qu‘yw‘w‘u“u‘ﬂyg“ R EARRaRsREEEEERS
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\BG101322\
Data File : BG@55166.D

Acq On : 13 Oct 2022 16:32
Operator : CG/JU

Sample : N5105-07

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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.
5.344 13.56 ng 170105 1,4-Dichlorobenzene-d4 8.306

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 350 (5.344 min): BG055166.D\data.ms (-344) (-) m/z 42.95 100.00%

3.0
59.0
5000
101.0 R R RaEs s o
5.00 5.20 5.40 5.60
Iyl 830 P
oy m/z 59.00 54.62%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L LI B LI LR I
5.00 5.20 5.40 5.60
59.0 m/z 101.00  19.59%
101.
20 83.0 0‘ 0
O \\\‘\“\H\\“H\\‘1‘\\\\“\r\r“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9501: n-Propyl t-butyl ether
59.0
T
5.00 5.20 5.40 5.60
m/z 58.00 13.67%
5000 410 101.0 /
15.0 ‘
O — ‘M “H‘ Sl eso | m7o
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.76%
5000 41.0
ol L 00 L
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\BG101322\
Data File : BG@55166.D

Acq On : 13 Oct 2022 16:32
Operator : CG/JU

Sample : N5105-07

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.494 2.41 ng 67183 Phenanthrene-d10 17.642
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Undecanoic acid 186 C11H2202 000112-37-8 70
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2588 (18.494 min): BG055166.D\data.ms (-2584) (- | m/z 72.95 100.00%
73.0
43.0
129.
5000 9.0
213.2
157.1185.0 e
256.1
(o] m/z . .
m/z--> 20 40 60 80 100120140 160180200220 240260
Abundance #92068: Tridecanoic acid
73.0
43.0
5000 T
18.50
‘ 1200 o 2140 m/z 60.00 78.47%
1
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0 18.50
5000 m/z 41.00 65.09%
213.0
H 157 01850
0 m,u“”\‘m““ il “‘w‘m \M‘l mmw_m “uM_HmMWMH
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #60689: Undecanoic acid —
60.0 18.50
m/z 57.00 57.30%
5000
29.0 87.0 129.0
Lh ATy oo
O byl bl b L —
m/z--> 20 40 60 80 100120140160 180200220240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55166.D

Acq On : 13 Oct 2022 16:32
Operator : CG/JU

Sample : N5105-07

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 E-15-Heptadecenal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.531 3.22 ng 87939  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
2 1-Tricosene 322 C23H46 018835-32-0 95
3 2-Methyl-2-docosene 322 C23H46 1000131-16-9 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 1-Octadecene 252 C18H36 000112-88-9 90
Abundance Scan 3105 (21.531 min): BG055166.D\data.ms (-3101) (- | m/z 43.00 100.00%
43.0
83.0
5000
25 1 L ‘
‘ %217 125812951 356, 21.50
oL— “‘ w\ hm”\ 1 MM\ \\h Hh Loy m\\uhu\ g I ‘\‘\m T r m/z 57.00 96.78%
m/z--> 50 100 150 200 250 300 350
Abundance #138490: E-15-Heptadecenal
43.0
83.0
5000 —— :
21.50
m/z 55.00 90.07%
m J(ZS 0 252.0
O\\\““\“\ \‘\“ \‘ “ H ]‘-\68\9\2‘1\0\0\\ \\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #227233: 1-Tricosene
57.0
97.0 — :
21.50
5000 m/z 69.00 77 .05%
ol “ ‘\ B A %8292240 28003220 W
e - e
m/z--> 50 100 150 200 250 300 350
Abundance #227239: 2-Methyl-2-docosene T
69.0 21.50
m/z 83.00 71.13%
5000
110 322.0
o Ll \\H BEEC IOV N .
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55166.D

Acq On : 13 Oct 2022 16:32
Operator : CG/JU

Sample : N5105-07

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 13-Docosenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.458 8.90 ng 243380  Chrysene-d12 21.925
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 91
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 68
3 7-Nonenamide 155 C9H17NO 090949-53-4 52
4 Dodecanamide 199 C12H25NO 001120-16-7 50
5 7-Octen-2-0l1, 2,6-dimethyl- 156 C10H200 018479-58-8 38
Abundance Scan 3433 (23.458 min): BG055166.D\data.ms (-3429) (- | m/z 59.00 100.00%
59.0
5000 /k
m_—
256.1 . : :
0 M"‘H‘ LM “‘L‘“““}‘ bl }69 ‘9‘2‘1‘1‘9 TR “‘3‘2?‘2‘\“ 3Bz 72.00  69.33%
m/z--> 50 100 150 200 250 300 350
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 T
23.50
m/z 55.00 59.95%
126.0
337.0
oLt ‘H\\ ‘M\Mh} i h " 179 ‘O‘ - ‘2‘4‘0‘0‘ ‘2‘9‘1‘0‘ R
miz--> 100 150 200 250 300 350
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
——
23.50
5000 m/z 41.00 39.21%
e Pt 1840 23802810 W’j\‘w
- \‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #32728: 7-Nonenamide —
59.0 23.50
m/z 43.00 37.43%
o WV\M/J\WMW
1000 1550
0- e N — _—
m/z--> 50 100 150 200 250 300 350 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BGO55166.D

Acqg On : 13 Oct 2022 16:32
Operator : CG/JU

Sample : N5105-07

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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 28.1 ng 352318 1 8.306 250912 20.0
2-Pentanone, 4-... 5.344 13.6 ng 170105 1 8.306 250912 20.0
Tridecanoic acid 18.494 2.4 ng 67183 4 17.642 556425 20.0
E-15-Heptadecenal 21.531 3.2 ng 87939 5 21.925 546727 20.0
13-Docosenamide... 23.458 8.9 ng 243380 5 21.925 546727 20.0
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