LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115766.D

Aca On = 25 Jul 2019 19:07

Operator : HP/JU

Sample = K3990-08

Misc :

ALS Vial : 9 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-BF071219.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 2.157 4 12 22 rBv 578310 782345 19.22% 2.382%
2 5.492 575 579 599 rBVY 2667875 2613467 64.19% 7.957%
3 6.498 745 750 753 rBVY 2672450 2685020 65.95% 8.175%
4 6.639 770 774 778 rBVY 3084518 2832197 69.56% 8.623%
5 6.869 809 813 817 rBVY 1072276 852779 20.94% 2.597%
6 7.028 836 840 843 rBVY 2510434 2169960 53.30% 6.607%
7 7.428 903 908 920 rBVY 1901321 1804137 44.31% 5.493%
8 8.151 1027 1031 1052 rBV 1144310 1102361 27.07% 3.356%
9 9.227 1209 1214 1229 rBV 3333067 3411126 83.78% 10.386%
10 9.616 1276 1280 1294 rBV 485760 456151 11.20% 1.389%

11 9.904 1325 1329 1346 rVB 1537744 1372900 33.72% 4._.180%
12 10.692 1459 1463 1481 rBV 2280029 2368138 58.16% 7.211%
13 11.392 1578 1582 1590 rBV 1496097 1479749 36.34% 4_.506%
14 11.916 1667 1671 1688 rBV2 181926 233661 5.74% 0.711%
15 12.698 1801 1804 1817 rBV 29473 51241 1.26% 0.156%

16 12.974 1846 1851 1854 rBV 4126576 4071516 100.00% 12.397%
17 13.451 1924 1932 1939 rBV 149913 223851 5.50% 0.682%
18 13.898 2000 2008 2026 rBv4 138001 572442 14.06% 1.743%
19 14.027 2026 2030 2043 rVB 1483220 1389969 34.14% 4.232%
20 14.492 2105 2109 2112 rBV 81655 77339 1.90% 0.235%

21 14.774 2154 2157 2159 rBV 131428 162008 3.98% 0.493%
22 14.798 2159 2161 2166 rVvV 150871 150590 3.70% 0.459%
23 14.874 2170 2174 2178 rVB 51083 56361 1.38% 0.172%
24 15.133 2214 2218 2224 rBV 143850 158207 3.89% 0.482%
25 15.498 2274 2280 2299 rBV 847870 1403015 34.46% 4.272%

26 15.951 2352 2357 2365 rVB 115739 176257 4_.33% 0.537%
27 16.456 2437 2443 2454 rBV2 67805 134819 3.31% 0.410%
28 17.045 2538 2543 2550 rVB2 25033 51281 1.26% 0.156%

Sum of corrected areas: 32842887
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO072519\

BF115766.D

25 Jul 2019 19:07

HP/JU

K3990-08

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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4000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115766.D

Aca On = 25 Jul 2019 19:07

Operator : HP/JU

Sample = K3990-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.16 18.35 ng 782345 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22

Abundance Scan 12 (2.157 min): BF115766.D (-4) (-) m/z 73.00 100.00%

B
5000
43
55 87

37 | 67 2.20 2.30 2.40 2.50 2.60
O a2, e M/Z 43.00  35.51%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 R LA U LR IR U
43 55 2.20 2.30 2.40 2.50 2.60
87 m/z 87.00 25.87%

27 |
b lla0 L el | s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87

2.20 2.30 2.40 2.50 2.60

5000 55 m/z 55.00 23.78%
79 | 97 112 129
o.w.”.“.”,”.w.”.“.. .”,”.w.”.“.”,”.w.”.“.”
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- RN o A REEREREESS
73 220 230 240 2.50 2.60

m/z 41.00 11.59%

5000 43
58
29 ‘ 8(
‘ ‘ l

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115766.D

Aca On = 25 Jul 2019 19:07

Operator : HP/JU

Sample = K3990-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 2 unknown6.64 Concentration Rank 1

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

6.64 66.42 ng 2832200 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 774 (6.639 min): BF115766.D (-770) (-) m/z 132.00 100.00%
5000 68
40 %6 J " 640 6.60 6.80 7.00
54 . . . .
o |7 er | sus o w/z 68.00  42.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 UERBE RS S LR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.00%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 27.58%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! N BEREERmEEs e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 16.43%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S |G |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115766.D

Aca On = 25 Jul 2019 19:07

Operator : HP/JU

Sample = K3990-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.16 ng 233661 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1672 (11.921 min): BF115766.D (-1667) (-) m/z 73.00 100.00%
73
5000 129
11'60 11,80 12.00 12.20
(o} m/z 43.00 78.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 T AT T T T T T T
11. 60 11. 80 12. 00 12 20
m/z 60.00 73.41%
| L|TJJ 143157171185199213
Ob e
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11'60 11.80 12.00 12.20
5000 m/z 57.00 65.46%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 11.60 11.80 12.00 12.20
43 m/z 41.00 56.58%
5000 129
7 185 228
0 | [ | |
mz> 20 - ""' 80" 100 120 140 160 180 200 220 240 260 11'60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115766.D

Aca On = 25 Jul 2019 19:07

Operator : HP/JU

Sample = K3990-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.45 3.22 ng 223851 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 99
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 7-Nonenamide 155 C9H17NO 090949-53-4 50
4 Dodecanamide 199 C12H25N0 001120-16-7 43
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 43
Abundance Scan 1932 (13.451 min): BF115766.D (-1924) (-) m/z 59.00 100.00%
59
5000
“a J\k
81 98117126 ' 13.20 13.40 13.60 13.80
140154 . . . .
o 168 184 207 238 264281 77 7500 24 90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 LR SULL IR SULILLN B
1320 13.40 13.60 13.80
81 m/z 55.00 38.62%
) 2 OB 112126140154 170184198 221 233 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83609: Tetradecanamide
59
' 13.20 13.40 13.60 13.80
5000 m/z 41.00 32.31%
43
m/z--> ﬁo Jo eb 85 160 120 1&0 160 180 200 220 240 260 280
Abundance #28131: 7-Nonenamide R R B e e
59 13.20 13.40 13.60 13.80
m/z 43.00 29.35%
5000
44
0 H “\\ ulll 1 § L 98 1}2126140 ‘
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240 260 280 1320 1340 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115766.D

Aca On = 25 Jul 2019 19:07

Operator : HP/JU

Sample = K3990-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 8.24 ng 572442 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91
Abundance Scan 2008 (13.898 min): BF115766.D (-2000) (-) m/z 56.95 100.00%
5000
13.60 13.80 14.00 14.20
(o} m/z 83.00 99.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
56
5000
13.60 13.80 14.00 14.20
29 m/z 55.00 90.31%
o 1l 167182 210 238 264280 308
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55
13.60 13.80 14.00 14.20
5000 m/z 43.00 89.44Y%
29
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol R AR N R S
55 83 13.60 13.80 14.00 14.20
m/z 69.00 87 .83%
5000
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13!60 13)80 14100 14fzo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115766.D

Aca On = 25 Jul 2019 19:07

Operator : HP/JU

Sample = K3990-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 8 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.80 2.15 ng 150590 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Docosane 310 C22H46 000629-97-0 83
Abundance Scan 2161 (14.798 min): BF115766.D (-2159) (-) m/z 57.00 100.00%
g7
85
5000
113 141 160 107 1440 1460 1480 1500 1520
0 ....',.‘..-.-|, Loy e m/z 71.10 78.03%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
14.40 14.60 14.80 15.00 15.20
113 m/z 85.00 56.43%
o 20| | || ['°,141 169 197 225 267 208 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #105886: Octadecane
g7
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 43.00 47 . 74%
LU R 160 107 2o 250
m/z--> 50 100 150 200 250 300 350 '
Abundance #94344: Heptadecane RSN BN L BN N
57 14.40 14.60 14.80 15.00 15.20
m/z 99.00 18.29%
5000 85
29
0 \‘ f | ] J J1}311€.1w1619‘197 24\.0 A A
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115766.D

Aca On = 25 Jul 2019 19:07

Operator : HP/JU

Sample = K3990-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 9 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.13 2.26 ng 158207 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2217 (15.127 min): BF115766.D (-2214) (-) m/z 57.00 100.00%
57
85
5000
113 Da'en 1500 1590 1540
141 14.80 15.00 15.20 15.40
ol =l ,| 0 el N <. S B & -7
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 UL N DU DU BN

14.80 15.00 15.20 15.40
\ m/z 43.00 60.91%

L 1] .l 1141 169 107 225 253 282
gl T T
m/z--> 50 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
B AL S A B B S
14.80 15.00 15.20 15.40
5000 85 m/z 85.00 53.19%
113
o 29 | I 177 241 169 197 225 267 205 365 393
A e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane o e e
57 14. 80 15. 00 15. 20 15. 40
m/z 55.00 22.74%
5000 85
29 113
0 “‘Ji ” ;0,141 169 197 205 253 295 323 367
e bt R R A
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072519\
Data File : BF115766.D

Acq On = 25 Jul 2019 19:07

Operator : HP/JU

Sample - K3990-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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]
Butane, 2-methoxy... 2.16 18.4 ng 782345 1 6.87 852779 20.0
unknown6 .64 6.64 66.4 ng 2832200 1 6.87 852779 20.0
n-Hexadecanoic acid 11.92 3.2 ng 233661 4 11.39 1479750 20.0
9-Octadecenamide, ... 13.45 3.2 ng 223851 5 14.03 1389970 20.0
Behenic alcohol 13.90 8.2 ng 572442 5 14.03 1389970 20.0
2-methyloctacosane 14 .80 2.1 ng 150590 6 15.50 1403020 20.0
Eicosane 15.13 2.3 ng 158207 6 15.50 1403020 20.0
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