LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM082120\
Data File : BM027190.D
Aca On : 22 Aug 2020 03:31 Instrument :
Operator : JU/CG gyAﬁg el
- _ lentosampleld :
3?22'6 : L3719-05 20200511-AMENDED-DISCRETE-00
ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM082120.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.781 299 305 315 rBVY 1480371 1927181 54.93% 7.573%
2 5.234 376 382 392 rBV 710759 990652 28.23% 3.893%
3 6.798 639 648 661 rVB 1417015 2221024 63.30% 8.727%
4 6.910 661 667 675 rVB 52856 88793 2.53% 0.349%
5 7.228 715 721 731 rBV2 22245 42198 1.20% 0.166%
6 7.610 780 786 793 rBV 553562 850561 24.24% 3.342%
7 8.751 973 980 992 rBVY 1036890 1684889 48.02% 6.621%
8 9.098 1032 1039 1046 rBV 126870 208778 5.95% 0.820%
9 10.381 1248 1257 1265 rBV 659940 1072066 30.56% 4.213%
10 10.722 1310 1315 1323 rBv2 16510 42620 1.21% 0.167%

11 12.869 1673 1680 1686 rBV 2064022 2923596 83.33% 11.488%
12 12.969 1691 1697 1702 rVB 31532 50952 1.45% 0.200%
13 13.710 1815 1823 1830 rBV 233317 319249 9.10% 1.254%
14 14.251 1908 1915 1922 rBV 911455 1367828 38.98% 5.375%
15 15.739 2162 2168 2178 rBV 531326 729510 20.79% 2.867%

16 15.951 2195 2204 2210 rBV 68970 108744 3.10% 0.427%
17 16.392 2274 2279 2286 rBV2 42547 70973 2.02% 0.279%
18 16.745 2333 2339 2344 rBV2 47713 86855 2.48% 0.341%
19 16.992 2375 2381 2392 rVB 1166377 1601912 45.66% 6.295%
20 17.910 2533 2537 2547 rBV 154204 235617 6.72% 0.926%

21 19.057 2727 2732 2737 rBV 75485 115310 3.29% 0.453%
22 19.198 2752 2756 2762 rBV3 44300 69771 1.99% 0.274%
23 19.415 2790 2793 2801 rVB 64662 95711 2.73% 0.376%
24 19.633 2825 2830 2837 rBV 3083559 3508626 100.00% 13.787%
25 20.921 3045 3049 3057 rBvV 403058 541538 15.43% 2.128%

26 21.127 3082 3084 3087 rBV 43311 46934 1.34% 0.184%
27 21.186 3089 3094 3099 rBV 1641132 2077862 59.22% 8.165%

28 22.750 3357 3360 3365 rvB2 148203 201236 5.74% 0.791%
29 23.374 3459 3466 3479 rVB 1147920 2167813 61.79% 8.518%

Sum of corrected areas: 25448799
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\

Data File : BM027190.D

Aca On : 22 Aug 2020 03:31

Operator : JU/CG

ﬁ?ggle : L3719-05 20200511 AMENDED-DISCRETE-00
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM027190.D
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Abundance TIC: BM027190.D
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Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM027190.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\

Data File : BM027190.D

Aca On : 22 Aug 2020 03:31

Operator : JU/CG

ﬁ?ggle : L3719-05 20200511 AMENDED-DISCRETE-00
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Guanidine Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

4.78 45.32 ng 1927180 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 38
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 35
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 305 (4.781 min): BM027190.D (-299) (-) m/z 43.00 100.00%
48
59
5000
101
83 4.40 4.60 4.80 5.00 5.20
o...,....,....,....','!:..?.1.-!~.|i...‘??....,.-...??...-,....,.1.?‘?,....,.1.3:‘?,...., m/z 59.10 75.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #256: Guanidine
48 59
5000 18 L R R L
4.40 4.60 4.80 5.00 5.20
28 m/z 101.10 32.46%
0'”PdW'”Lh'Wd”I””h'”P”'P”W”'W””I””P'“P”'P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 460 480 500 5.20
5000 5o m/z 58.05 18.15%
15 101
. 31 51 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A
59 4.40 4.60 4.80 5.00 5.20
m/z 41.10 10.42%
5000 41
68
0 150 . 126 147
”W'”W”'W””I””P'”P”'P”W'”W”'W””I“”P'“P'”P“'I SRR RAREE AR LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\

Data File : BM027190.D

Aca On : 22 Aug 2020 03:31

Operator : JU/CG

ﬁ?ggle : L3719-05 20200511 AMENDED-DISCRETE-00
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Pyrrolin-2-one-5-methanol, ... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

6.91 2.09 ng 88793 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrolin-2-one-5-methanol. N-met... 129 C6H11NO2 1000125-98-2 59

1-(4-Amino-furazan-3-vI1)-5-piper... 321 C13H19N703 311314-85-9 53
3 1H-1.2.4-Triazol-5-amine. 1-methvl- 98 C3H6N4 015795-39-8 53
4 3H-Pvrazole. 3.4-diamino- 98 C3H6N4 1000288-40-0 50
5 1,3,4-Thiadiazole-2(3H)-thione, ... 229 C9H15N3S2 1000338-18-2 50
Abundance Scan 667 (6.910 min): BM027190.D (-661) (-) m/z 98.10 100.00%
98
5000 71
2 207 660 6.80 7.00 7.20
Obprreet ettt el e e e 2o b e || M7z 71.05  37.80%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #12878: Pyrrolin-2-one-5-methanol, N-methyl-
98
5000 42 IS S UL AR
6.60 6.80 7.00 7.20
70 m/z 70.00 17.33%
129
Obrrrrr e prber e .%.1.3..1.. e ——
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
98
ISR SRS LN SRR
6.60 6.80 7.00 7.20
5000 m/z 41.95 11.97%
41
0 69 122138 162 190 220236 263 292 321
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #3029: 1H-1,2,4-Triazol-5-amine, 1-methyl- R e R
98 6.60 6.80 7.00 7.20
m/z 97.10 9.49%
5000 43
2
0I””f”ﬂlzgl””W””l””P'”P”'P”'P”'P”"”"”W'”"”W” AN RARRS LA AR RARRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\

Data File : BM027190.D

Aca On : 22 Aug 2020 03:31

Operator : JU/CG

ﬁ?ggle : L3719-05 20200511 AMENDED-DISCRETE-00
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown9.10 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

9.10 3.89 ng 208778 Naphthalene-d8 10.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 45
2 1.2.4.5.7.8-Hexathiocvclononane 234 C3H6S6 081531-38-6 43
3 1.2.4.6-Tetrathiepane 170 C3H6S4 000292-45-5 10
4 Propanedinitrile. methvlene- 78 C4H2N2 000922-64-5 9
5 Fumaronitrile 78 CA4H2N2 000764-42-1 9

Abundance Scan 1039 (9.098 min): BM027190.D (-1032) (-) m/z 123.90 100.00%
78 124
45
5000
60 AR LR L

% 281 8.80 9.00 9.20 9.40
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #10433: 1,2-Benzenediol, 4-methyl-
B 124
5000
51 8.80 9.00 9.20 9.40
106 m/z 45.00 58.30%
ol I P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
78 124
NS
45 8.80 9.00 9.20 9.40
5000 m/z 46.00 26.98%
60
110 142156
0 9 170 188 234
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38409: 1,2,4,6-Tetrathiepane e
45 78 8.80 9.00 9.20 9.40
m/z 60.00 19.08%
5000 60 124 170
0,.J.PM”,”. I ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\

Data File : BM027190.D

Aca On : 22 Aug 2020 03:31

Operator : JU/CG

ﬁ?ggle : L3719-05 20200511 AMENDED-DISCRETE-00
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.91 2.94 ng 235617 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Octadecanoic acid 284 C18H3602 000057-11-4 50
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 50
Abundance Scan 2537 (17.910 min): BM027190.D (-2533) (-) m/z 73.00 100.00%
7B
43
5000
o7 213 “"”*“”””’VA”“/\w“wyfﬁw’rwm~w
[ B s 17601780 1800 1520
o! PP SRV WO P P S m/z 59.95 69.28%
m/z--> 50 100 150 200 250 300 350
Abundance #107547: n-Hexadecanoic acid
43 73
5000 SR BN SR UL DU
17. 60 17. 80 18. oo 18.20
o7 129 256 m/z 43.05 54 _17%
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 17.60 17.80 18.00 18.20
5000 129 m/z 41.05 50.29%
171
97 214
o 26 152
m/z--> - 'go' B 160" "150" "200" "250" "300" "3éo
Abundance #95855: Pentadecanoic acid L B B o
43 78 17.60 17.80 18.00 18.20
m/z 55.05 49 .45Y%
5000 129
“ 199 242
157
OIZILJIHI‘ J‘HI \Hu\l {18¢)‘ ———t ——— e R e i
m/z--> 50 1m m mo 2m 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082120\

Data File : BM027190.D

Aca On : 22 Aug 2020 03:31

Operator : JU/CG

ﬁ?ggle : L3719-05 20200511 AMENDED-DISCRETE-00
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082120.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.92 5.21 ng 541538 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Behenic alcohol 326 C22H460 000661-19-8 89
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 87
4 Bromoacetic acid. hexadecvl ester 362 C18H35Br02 005454-48-8 83
5 Cyclotetradecane 196 C14H28 000295-17-0 81
Abundance Scan 3049 (20.921 min): BM027190.D (-3045) (-) m/z 83.10 100.00%
55 | 83
5000 111
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
139 147 20.60 20.80 21.00 21.20
ol AR LA LTy 007, 208229252 281 325 356 430 | n/; 69.10  96.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 INUENUS LUV ARSI
29 20.60 20.80 21.00 21.20
m/z 55.05 82.28%
0 J 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
20.60 20.80 21.00 21.20
5000 11 m/z 57.05 80.85%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #104187: 9-Octadecene, (E)- LR U B R B
55 20.60 20.80 21.00 21.20
83 m/z 97.10 79.58%
5000
29
T WLA
o i l 1139 168 196 224 252
m/z--> % 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082120\

Data File : BM027190.D

Acq On : 22 Aug 2020 03:31

Operator : JU/CG

ﬁ?ggle : L3719-05 20200511 AMENDED-DISCRETE-00
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082120_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Guanidine 4.78 45.3 ng 1927180 1 7.61 850561 20.0
Pyrrolin-2-one-5-_._. 6.91 2.1 ng 88793 1 7.61 850561 20.0
unknown9.10 9.10 3.9 ng 208778 2 10.38 1072070 20.0
n-Hexadecanoic acid 17.91 2.9 ng 235617 4 16.99 1601910 20.0
3-Eicosene, (E)- 20.92 5.2 ng 541538 5 21.19 2077860 20.0
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