LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116810.D

Aca On > 4 Sep 2019 12:50

Operator : HP/JU

Sample : K4601-01

Misc :

ALS Vial : 7 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 F\METHODS\8270-BF083019.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 5.463 569 574 577 rBVY 1676630 1485071 79.26% 9.171%
2 6.475 741 746 753 rBVY 1638336 1714457 91.50% 10.587%
3 6.616 766 770 773 rBVY 2000497 1660228 88.60% 10.252%
4 6.845 806 809 813 rBV 586317 446476 23.83% 2.757%
5 7.004 832 836 839 rBVY 1572365 1236955 66.01% 7.639%
6 7.404 899 904 907 rBV 1213442 1005410 53.66% 6.209%
7 8.128 1023 1027 1030 rBV 733820 580892 31.00% 3.587%
8 9.204 1205 1210 1213 rBY 2081694 1873757 100.00% 11.571%
9 9.592 1273 1276 1285 rVB 207465 192710 10.28% 1.190%
10 9.880 1318 1325 1328 rBV 822892 704702 37.61% 4 _.352%
11 10.357 1401 1406 1408 rBVv4 27998 44929 2.40% 0.277%

12 10.663 1454 1458 1462 rBV 1197387 1170200 62.45% 7.226%
13 11.363 1574 1577 1580 rBV 739316 647528 34.56% 3.999%
14 11.892 1665 1667 1670 rBvV2 340879 329405 17.58% 2.034%
15 12.951 1843 1847 1850 rBV 1862227 1712967 91.42% 10.578%

16 13.998 2023 2025 2029 rVB 530894 519166 27.71% 3.206%
17 15.104 2210 2213 2216 rVB 122475 134318 7.17% 0.829%
18 15.451 2268 2272 2275 rBV 394039 483369 25.80% 2.985%
19 15.910 2346 2350 2355 rVB 109891 163476 8.72% 1.010%
20 16.404 2430 2434 2439 rBV3 52129 87623 4.68% 0.541%

Sum of corrected areas: 16193639
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116810.D

Aca On : 4 Sep 2019 12:50

Operator : HP/JU

Sample : K4601-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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: BF116810.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116810.D

Aca On : 4 Sep 2019 12:50

Operator : HP/JU

Sample : K4601-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.62 Concentration Rank 1

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

6.62 74.37 ng 1660230 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF116810.D (-766) (-) m/z 132.00 100.00%
132
5000
68
9 [Tr T T T
40 54 78 06 6.20 6.40 6.60 6.80 7.00
et m/z 68.10 34 .49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 182
74
5000 98 116 DU LR AL A
6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.53%
158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 21.02%
104
66
14 27 39 51 P 77 g9 \\ 115 ‘
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #14396: 1,2,4-Trifluorobenzene | NLELELELE LN B N LN R}
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 13.58%
5000 63 g
31 101 112
"'I'ﬂ'I'?SJN”'«I“P}'PHP'I'V‘W""I'”'I"" ISP SR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116810.D

Aca On : 4 Sep 2019 12:50

Operator : HP/JU

Sample : K4601-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Isopropyl palmitate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.89 10.17 ng 329405 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl palmitate 298 C19H3802 000142-91-6 53
2 Pentadecanoic acid 242 C15H3002 001002-84-2 45
3 Octadecanoic acid 284 C18H3602 000057-11-4 43
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 41
5 Tetradecanoic acid 228 C14H2802 000544-63-8 38
Abundance Scan 1667 (11.892 min): BF116810.D (-1665) (-) m/z 73.00 100.00%
7B
43
5000
11,60 11.80 12,00 12.20
o} m/z 60.00 76.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143138: Isopropy! palmitate
43 60
102
5000 UL SRR SN SRR SR
11.60 11.80 12.00 12.20
m/z 43.10 73.00%
2
el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43 78
11,60 11.80 12,00 12.20
5000 129 m/z 55.00 70.32%
2
“I““”MI N}ANKNNJWAJMNMWKMWM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid I EAmEmEEE RS
43 78 11.60 11.80 12.00 12.20
m/z 41.10 63.69%
5000 129 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116810.D

Aca On : 4 Sep 2019 12:50

Operator : HP/JU

Sample : K4601-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 4 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.10 5.56 ng 134318 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2212 (15.098 min): BF116810.D (-2210) (-) m/z 57.05 100.00%
57
85
5000
155 238 268 14.80 15.00 15.20 15.40
S Y |l '1 Ao S A 0 e m/z 71.05 89.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 L SRR B S SR
14. 80 15. oo 15 20 15. 40
113 m/z 85.10 57 .64%
29 | d 141 169 197 225 253 281 309 337 365 303 422
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #209565: Octacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.05 56.07%
29 113 141
Tl [ | 7+, 169 197 225 253 281 309 337 365 394
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane R R R
57 14.80 15.00 15.20 15.40
m/z 69.10 20.67%
85
5000

29 113
ey l 1”141 169 197 205 253 296

m/z--> 50 100 150 200 250 300 350 400 14. 80 15. 00 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116810.D

Aca On : 4 Sep 2019 12:50

Operator : HP/JU

Sample : K4601-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.91 6.76 ng 163476 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 2350 (15.910 min): BF116810.D (-2346) (-) m/z 57.10 100.00%
57
85
5000
15.60 15.80 16.00 16.20
154 183 210 273
't 3 21203 309 m/z 71.05 80.74%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 R SR UM IR SRR
15.60 15.80 16.00 16.20
29 m/z 85.10 64 .44%
LLL ) ﬂ / 1141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 260 250 300 350 '
Abundance #48854: Dodecane, 2-methyl-
57
85 15.60 15.80 16.00 16,20
5000 m/z 43.05 55.87%
29 141
L 1
..t.‘.l"‘“ ....|.J...|............|....|
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane e A RERREEEES
57 15.60 15.80 16.00 16.20
m/z 55.00 30.41%
5000 85
29 113
| “ =, 141 169 197 225 253 281 309 337 380
m/z--> 55 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116810.D

Aca On : 4 Sep 2019 12:50

Operator : HP/JU

Sample : K4601-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 6 Silane, trichlorooctadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.40 3.63 ng 87623 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 72
2 Pentacosane 352 C25H52 000629-99-2 72
3 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 59
4 Tetratriacontane 479 C34H70 014167-59-0 50
5 Triacontane 422 C30H62 000638-68-6 50
Abundance Scan 2433 (16.398 min): BF116810.D (-2430) (-) m/z 57.05 100.00%
57
85
5000
127 RIS IR SN
| 1 o 49171 197 233253 g7 16.00 16.20 16.40 16.60 16.80
i B ol by m/z 71.00 78.61%
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl-
57
5000 UM B A BN
85 16.00 16.20 16.40 16.60 16.80
29 m/z 85.05 57.17%
|| ] 4113}35155175 203 231 250 303 331 357 386
m/z--> 50 100 150 200 250 300 350 '
Abundance #185533: Pentacosane
57
16.00 16.20 16.40 16.60 16.80
5000 85 m/z 43.05 48.86%
113
29 | ‘ H L ?1\169189211 239 267 295 323 352 \“\«wrww\hwwp\hmvmwﬁMwwﬁm
m/z--> 50 100 150 200 250 300 350 '
Abundance #125656: Sulfurous acid, butyl decyl ester e o
57 16.00 16.20 16.40 16.60 16.80
m/z 99.05 25.57%
5000 85
29
m/z--> 50 100 150 200 250 300 350 ' 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090419\
Data File : BF116810.D

Acq On : 4 Sep 2019 12:50

Operator : HP/JU

Sample : K4601-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .62 6.62 74.4 ng 1660230 1 6.85 446476 20.0
Isopropyl palmitate 11.89 10.2 ng 329405 4 11.36 647528 20.0
Triacontane 15.10 5.6 ng 134318 6 15.45 483369 20.0
Octacosane 15.91 6.8 ng 163476 6 15.45 483369 20.0
Silane, trichloro... 16.40 3.6 ng 87623 6 15.45 483369 20.0
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