LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082619\
Data File : BF116566.D

Aca On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 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-BF082319.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 2.275 27 32 38 rvB 194784 273287 6.70% 0.695%
2 5.516 577 583 586 rBY 2918808 2898183 71.08% 7.375%
3 6.510 746 752 755 rBVY 2792352 3065232 75.17% 7 .800%
4 6.657 771 777 780 rBVY 3026750 3149630 77.24% 8.015%
5 6.881 811 815 819 rBV 956350 790508 19.39% 2.012%
6 7.039 838 842 845 rBVY 2836581 2502922 61.38% 6.369%
7 7.439 904 910 913 rBVY 1962183 2007263 49.23% 5.108%
8 8.163 1028 1033 1036 rBvY 1147655 1037925 25.45% 2.641%
9 9.239 1209 1216 1219 rBV 3765529 3930818 96.40% 10.003%
10 9.916 1325 1331 1334 rBvV 1310460 1237742 30.35% 3.150%

11 10.698 1458 1464 1468 rBV 2330574 2341556 57.42% 5.959%
12 11.398 1577 1583 1586 rBV 1473952 1267547 31.09% 3.226%
13 11.916 1666 1671 1685 rBV2 164849 232367 5.70% 0.591%
14 12.704 1800 1805 1817 rVB2 54278 62491 1.53% 0.159%
15 12.980 1847 1852 1856 rBV 3862328 4077615 100.00% 10.377%

16 13.557 1943 1950 1954 rVvB2 33065 50983 1.25% 0.130%
17 13.886 1999 2006 2012 rVvB2 120637 161189 3.95% 0.410%
18 14.027 2023 2030 2034 rBV 1172016 1078757 26.46% 2.745%
19 14.198 2051 2059 2063 rBV 405454 455417 11.17% 1.159%
20 14.504 2103 2111 2115 rBV 942219 995640 24.42% 2.534%

21 14.815 2157 2164 2173 rBV 1357636 1598232 39.20% 4._.067%
22 15.156 2214 2222 2233 rBV 1474881 1862387 45.67% 4_.739%
23 15.498 2274 2280 2283 rBV 708684 937313 22.99% 2.385%
24 15.539 2283 2287 2299 rVB 1198338 1626527 39.89%% 4_.139%
25 15.980 2353 2362 2369 rBV 651059 1082127 26.54% 2.754%

26 16.486 2439 2448 2460 rBV2 238404 458821 11.25% 1.168%
27 17.080 2542 2549 2556 rBV3 51057 114074 2.80% 0.290%

Sum of corrected areas: 39296553
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082619\
Data File : BF116566.D

Aca On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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: BF116566.D
3500000
3000000 5.52 6. 516'66 7.04
2500000
2000000 .44
1500000

1000000 6.88

500000

R S

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF116566.D

3500000
3000000
2500000 10.70
2000000
1500000 9.9 11.40

1000000

500000

11.92 12.70

g

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116566.D

3500000
3000000
2500000
2000000

1500000 1482 1516

14.03 15.54
1000000 14.50
15.60 15.9
500000 14.20 A*_/&
13.89
oL 1356 X |

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

7.08

8
16.49
1
T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082619\
Data File : BF116566.D

Aca On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 9

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

2.27 6.91 ng 273287 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 16
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 31 (2.269 min): BF116566.D (-27) (-) m/z 73.10 100.00%
73
5000 ?
43
55 87
2.202.30 2.40 2.50 2.60 2.70
S N N SV U N m/z 43.00 34.48%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
43 2.202.30 2.40 2.50 2.60 2.70
- 87 m/z 87.10 25.33%
S < N7 71 R N
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
7B
2.202.30 2.40 2.50 2.60 2.70
5000 m/z 55.10 22 .98%
45
29
‘ 3?M\ 5 a7 | 101
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #1995: Silane, tetramethyl-
7B 2.202.30 2.40 2.50 2.60 2.70
m/z 41.05 11.82%
5000
43
2 15 % || 5359 66 | 88
m/z--> O 10 20 30 40 50 60 70 8 90 100 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082619\
Data File : BF116566.D

Aca On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown6.66 Concentration Rank 1

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

6.66 79.69 ng 3149630 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 778 (6.663 min): BF116566.D (-771) (-) m/z 132.00 100.00%
5000
68
% 640 660 6.80 7.00
40 o4 . . . .
I8 | 1S | m/Zz 134.00 33.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U S I UL
6.40 6.60 6.80 7.00
31 51 78 m/z 68.10 30.17%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AASE LAE AR RN SR
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 19.26%
41 97
53
Y P
||||“i“||“|‘||‘|“l‘|‘|“|‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57 132 6.40 6.60 6.80 7.00
24 m/z 131.00 16.44%
5000 98 116
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. S | SN
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\BF082619\
Data File : BF116566.D

Aca On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 10
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.67 ng 232367 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30
Abundance Scan 1672 (11.921 min): BF116566.D (-1666) (-) m/z 73.00 100.00%
43
5000 129
213 S
| 143107171185 50 | oy 256 11,60 11.80 12.00 12.20
SENBNENS| [ 1 X m/z 60.00 82.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 U A SR U DU
11. 60 11. 80 12. 00 12.20
213 m/z 43.00 74 .31%
| . 143157171185 199
m/z--> 25 45 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 40.95 61.99%
29
ELH
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 57.05 60.52%
5000 129
185 228
01115 | 143,171
|||||||||| \m H‘ " |‘||:|I-|57||‘|| |‘||1|99||2:|L|3||‘||||||||||
m/z--> 20 40 60 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\BF082619\
Data File : BF116566.D

Aca On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Nonadecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.99 ng 161189 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 87
Abundance Scan 2007 (13.892 min): BF116566.D (-1999) (-) m/z 57.05 100.00%
g7
85
5000 105 149
I 127 216 248 281 13.60 13.80 14.00 14.20
—— Ay m/z 71.05 64.21%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85
13.60 13.80 14.00 14.20
m/z 43.05 58.21%
113
A LT a0 aer PP 67 204 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
13.60 13.80 14.00 14.20
5000 85 m/z 85.10 53.00%
i i I i 111}34 141 169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 13.60 13.80 14.00 14.20
m/z 104.95 44 _.98%
85
5000
29 113
NEER J[ I 1?1 (169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082619\
Data File : BF116566.D

Aca On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.20 8.44 ng 455417 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane 310 C22H46 000629-97-0 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80

Abundance Scan 2059 (14.198 min): BF116566.D (-2051) (-) m/z 57.10 100.00%

57

5000

13.80 14.00 14.20 14.40 14.60
197 225 253 281 300 m/z 71.05 76.93%

169

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
5|7
85
5000 ||_/|\||||||||||||||||||||
13.80 14.00 14.20 14.40 14.60
4 s m/z 43.05 64._44%
2 | L J |, 141 169 197 225 253 281296
”qnupn,””P”qnnpn.””.”.””.”.””.”.””.”q””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane
57
RN e e L R
13.80 14.00 14.20 14.40 14.60
5000 a5 m/z 85.05 56.65%
4
26 | | ) 141 160 197 225 253 281 310
”qnupnqnnpuqnnpn.””.”.””.”.””.”.””.”q””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane I A RS L
57 13.80 14.00 14.20 14.40 14.60
m/z 41.05 23.89%
5000 85
4
8] | |y M8 14 160 197 226
III|IIII|IIII|IIII|IIII|IIII|IIIIIIIIIIIIIIIIIIII IIIIIIIIIIII|IIII|IIII| —rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—vj—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40 14.60

8270-BF082319.M Tue Aug 27 03:36:03 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082619\
Data File : BF116566.D

Aca On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 7 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .50 18.46 ng 995640 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2110 (14.498 min): BF116566.D (-2103) (-) m/z 57.10 100.00%
57
85 }k
5000 A
13 14:20 14.40 14.60 14.80
141
A f LT 60 107 225 253 o1 300 T91TT0 76, 20%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B DU B SR
mmmmmmmm
m/z 43.05 64 .81%
29
L Lo i || L 1 169 197 225 253 296
m/z--> 55 100 150 260 250 300 3%0
Abundance #185535: Heptadecane, 9-octyl-
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 54 _.23%
~ ,3“}, LA P2 100 g0r 20 267 o4 529 am2
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane R RaEE R
57 14.20 14.40 14.60 14.80
m/z 55.05 24 .08%
5000 85
29
“L‘ ] 1 .|1134 141 169 197 225 253 282
m/z--> 5'0 100 150 2(')0 250 300 3&1;0 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082619\
Data File : BF116566.D

Aca On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Hexadecane, 5-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.82 34.10 ng 1598230 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2165 (14.821 min): BF116566.D (-2157) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.60 14.80 15.00 15.20
_— l| '1 AP A9 225 267295 387 m/z 71.10  82.86Y%
m/z--> 50 100 150 200 250 300 350
Abundance #129495: Hexadecane, 5-butyl-
43
71
5000
14.60 14.80 15.00 15.20
0
99]26 925 m/z 43.05 62.59%
DA | 155183 | 253 280
m/z--> 50 160 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 61.51%
113
290 1§17y (14 169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.00 24 .57%
85
5000
29 113
UL L )T 14 160 197 205 253 206
|||||||||||||||||||||||| ||||||| —v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—h
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082619\
Data File : BF116566.D

Aca On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.16 39.74 ng 1862390 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2223 (15.162 min): BF116566.D (-2214) (-) m/z 57.05 100.00%
57
85
5000
00 1113 141 169 197 205 253 280 308 351 14.80 15.00 15.20 15.40
e e A e m/z 71.10 80.69%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85
14.80 15.00 15.20 15.40
m/z 43.05 63.41%
AL TR e o B9 67 004 3 3
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85 14.80 15.00 15.20 15.40
5000 m/z 85.05 62.48%
113
P ‘ i Jogog | gt 169 107 205 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40
m/z 55.00 23.41%
85
5000
29 113
‘l ‘ || | ] 141 169 197 225 253 2%
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082619\
Data File : BF116566.D

Aca On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 10 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.98 23.09 ng 1082130 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2362 (15.980 min): BF116566.D (-2353) (-) m/z 57.10 100.00%
57
85
5000 j\»
113
141 169 15.60 15.80 16.00 16.20
J,] .J-.“, L a2 297,225 258 295 "m/z 71.05  79.63%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
g7
5000 85 NN BN SUNE
15.60 15.80 16.00 16.20
m/z 43.05 61.84%
29 113
| | (141,169 197 225 253 295 323 367
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
15.60 15.80 16.00 16.20
5000 85 m/z 85.05 59.24%
290 | | | ulﬁ3J1§1‘1§9 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane | LALILLE LA L B B B
57 15.60 15.80 16.00 16.20
m/z 55.05 23.08%
85
5000
29 113
NN J | 141 169 197 225 253 296

T
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082619\
Data File : BF116566.D

Aca On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 11 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.49 9.79 ng 458821 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2449 (16.492 min): BF116566.D (-2439) (-) m/z 57.05 100.00%

57
85
5000

1Mm9m2% mmmmmmmm
|, l|111 : R — m/z 71.10 78.86%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
85

5000
16120 1640 16,60 16,80
m/z 43.05 60.31%

113
2?] L 4 169 197 225 267 295 365 393
el T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

16.20 16. 40 16. 60 16.80

85

5000 m/z 85.05 58.04%
29 113
PU Ly )7 141 169 197 225 253 296
e I e B e e e IR A e e e o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 16 20 16.40 16.60 16.80

m/z 55.00 23.48%

5000 85 LL
29
DL g u113 141 169 197 225 253 295 323 367

|

m/z--> 50 100 150 200 250 300 350 16. 20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082619\
Data File : BF116566.D

Aca On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 12 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.08 2.43 ng 114074 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 2549 (17.080 min): BF116566.D (-2542) (-) m/z 57.05 100.00%
57
85
l |113 141 SRR S SR B
l 169 207 282 16.80 17.00 17.20 17.40
b b A Tm/z 71.05  77.09%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L SRR BRI BRI B
mmﬂmﬂmﬂm
m/z 43.00 58.11%
29\ |113 141 169 282
P L LN gL Ty 107 295 o6y 282
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
16,80 17.00 17.20 17.40
5000 85 m/z 85.05 55.10%
29 113 141
Ll ﬂ in 169 1197 225 253 281 309 337 365 394
m/z--> §0 100 150 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane R m AR,
57 16.80 17.00 17.20 17.40
m/z 99.10 23.27%
5000 85
2?& ‘ J‘ H113 141 169 197 225 267 295 365 393
m/z--> §0 100 1%0 260 2éo 360 3%0 ' 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082619\
Data File : BF116566.D

Acq On : 26 Aug 2019 11:24

Operator : HP/JU

Sample : PB122528BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319_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... 2.27 6.9 ng 273287 1 6.88 790508 20.0
unknown6 .66 6.66 79.7 ng 3149630 1 6.88 790508 20.0
n-Hexadecanoic acid 11.92 3.7 ng 232367 4 11.40 1267550 20.0
Nonadecane, 2-met... 13.89 3.0 ng 161189 5 14.03 1078760 20.0
Heneicosane 14.20 8.4 ng 455417 5 14.03 1078760 20.0
Eicosane 14.50 18.5 ng 995640 5 14.03 1078760 20.0
Hexadecane, 5-butyl- 14.82 34.1 ng 1598230 6 15.50 937313 20.0
Heptadecane, 9-oc... 15.16 39.7 ng 1862390 6 15.50 937313 20.0
2-methyloctacosane 15.98 23.1 ng 1082130 6 15.50 937313 20.0
Heptacosane 16.49 9.8 ng 458821 6 15.50 937313 20.0
Octacosane 17.08 2.4 ng 114074 6 15.50 937313 20.0
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