LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040120\
Data File : BF119700.D

Aca On > 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 50 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-BF031820.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 2.169 10 14 22 rVB 88586 128776 2.66% 0.295%
2 5.022 493 499 506 rvB 124216 160869 3.33% 0.369%
3 5.422 562 567 570 rBVY 4672238 4590250 94.96% 10.527%
4 6.439 735 740 743 rBVY 4279588 4540676 93.94% 10.414%
5 6.810 800 803 807 rBY 1659164 1364094 28.22% 3.128%
6 6.969 826 830 833 rBVY 4344539 3644255 75.39% 8.358%
7 7.375 892 899 902 rBVY 3221543 2961942 61.28% 6.793%
8 8.098 1018 1022 1025 rBvV 2203040 1725230 35.69% 3.957%
9 9.175 1200 1205 1208 rBvV 5857201 4833739 100.00% 11.086%
10 9.569 1268 1272 1275 rBV 449622 385650 7.98% 0.884%

11 9.851 1315 1320 1324 rBV 2082078 1845999 38.19% 4.234%
12 10.639 1450 1454 1458 rBV 3188140 2868672 59.35% 6.579%
13 11.339 1568 1573 1576 rBV 2139150 1761486 36.44% 4.040%
14 11.363 1576 1577 1581 rVV 162141 95411 1.97% 0.219%
15 11.410 1581 1585 1588 rVB3 48516 69108 1.43% 0.158%

16 11.869 1660 1663 1669 rBV 835369 761322 15.75% 1.746%
17 12.551 1775 1779 1782 rBV 351187 307115 6.35% 0.704%
18 12.651 1793 1796 1804 rBV2 173044 225758 4.67% 0.518%
19 12.780 1814 1818 1821 rBV 282052 233937 4._.84% 0.537%
20 12.927 1839 1843 1846 rBV 4283013 3601963 74.52% 8.261%

21 13.163 1877 1883 1888 rBV3 177891 276446 5.72% 0.634%
22 13.216 1888 1892 1895 rBV2 45285 72950 1.51% 0.167%
23 13.504 1939 1941 1944 rBV 90741 78458 1.62% 0.180%
24 13.833 1993 1997 2004 rBV 936344 1258745 26.04% 2.887%
25 13.980 2017 2022 2025 rBV 1383371 1381225 28.57% 3.168%

26 14.004 2025 2026 2029 rVB 135756 77034 1.59% 0.177%
27 14.151 2049 2051 2057 rBVZ2 97455 128603 2.66% 0.295%
28 14.468 2100 2105 2111 rBV2 659350 1270942 26.29% 2.915%
29 14.910 2177 2180 2185 rVB2 184055 195425 4._.04% 0.448%
30 15.015 2195 2198 2206 rVB 180744 331890 6.87% 0.761%

31 15.098 2209 2212 2215 rBV 365524 432878 8.96% 0.993%
32 15.133 2215 2218 2223 rBV2 310486 456718 9.45% 1.047%
33 15.439 2266 2270 2273 rBV 961880 1113000 23.03% 2.553%
34 15.674 2308 2310 2314 rVB2 114896 145583 3.01% 0.334%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF040120\
Data File : BF119700.D

Aca On > 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial =: 50 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.915 2348 2351 2355 rVB 215258 276864 5.73% 0.635%

Sum of corrected areas: 43603013
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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\BF040120\

BF119700.D

2 Apr 2020 6:40

MA/SJ

L2055-07

50 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF031820.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
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3000000

2000000
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TIC: BF119700.D

5.42
6.44

5.02
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0
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14361

12.93

121'5£é§.78 65

1

Time-->

11.50
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I 1
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12.50 13.00
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5000000

4000000

3000000

2000000
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0

TIC: BF119700.D

13.98

15.44

15.67 15.92

Time-->
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18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119700.D

Aca On > 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.02 2.36 ng 160869 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 43
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32

Abundance Scan 499 (5.022 min): BF119700.D (-493) (-) m/z 43.00 100.00%
43
59
5000
1 b0 abo 500 550 Su0
ot 8 27 h/7 59.00  62.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S UL SR
4.60 4.80 5.00 520 5.40
m/z 101.00 17.45%
15 4 101
0 wl | . 83 L
LA S SR SULELEL SURLIL UL DAL B SO B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520 540
5000 m/z 58.00 16.22%
41
29
15 3 g 102
S L L UL L S S S S LI WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13627: 3-Octanol e ERaarEmEEE LSS ]
50 4.60 4.80 5.00 520 5.40
m/z 41.00 8.56%
83
5000 41
29 101
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119700.D

Aca On > 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.87 8.64 ng 761322 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 1663 (11.869 min): BF119700.D (-1660) (-) m/z 60.00 100.00%
43 73
5000
129
97 192 213 LA DAL UL BN U
1151 143157171 097 256 11.60 11.80 12.00 12.20
o) SR m/z 72.95 95.57%
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 LR B SN B SR
11.60 11.80 12.00 12.20
213 m/z 43.10 93.77%
. || L 143157171185 oo
m/z--> "éb” 'ﬁb II60 80 100 120 140 160 180 200 220 240 260

Abundance
43 60 73
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_f

11.60 11.80 12.00 12.20

5000 129 m/z 57.05 86 .54%
29 87
115 | 143 199 242
101 157171185
ol 15 213226
L L L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid N B B B L L B
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 75.12%
5000 129
29

143157 214

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119700.D

Aca On > 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Concentration Rank 11

Peak Number 4 Pentadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
12.65 2.56 ng 225758 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 76
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1796 (12.651 min): BF119700.D (-1793) (-) m/z 43.10 100.00%
5000
241 SRR BN A BN
14357171 255069284 12.40 12.60 12.80 13.00

0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance

#95851: Pentadecanoic acid

5000
29

oL15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
43 80

5000 129
83

m/z 60.00 96.29%

12.40 12.60 12.80 13.00

m/z 57.00 90.83%

12.40 12.60 12.80 13.00

m/z 72.95 89.87%

0
m/z-->

mmwmﬂmmm
20 40 60 80 100 120 140 160 180 200 220 240 260 280

97
115 157171 213 256
1437188199 0070

Abundance

5000

o

#84453: Tetradecanoic acid
73

43

129
185 228
143157171 ‘ 199713 ‘

\ ‘ ﬁ %1ﬂ5‘ \

12.40 12.60 12.80 13.00

m/z 55.00

70.81%

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260 280

12.40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119700.D

Aca On > 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 5 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.16 4.00 ng 276446 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 91
3 Octacosane 394 C28H58 000630-02-4 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 1883 (13.163 min): BF119700.D (-1877) (-) m/z 57.00 100.00%
57
5000
85
111 141 12.80 13.00 13.20 13.40
ol J by 191164183 220230261281302327 | "m/z 43.00  59.94%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 AU SR B
85 1280 13100 1320 13.40
29 m/z 71.10 49 .14%
by | 18,04 60 107 226
m/z--> 55 160 1éo 260 2éo 300 3éo '
Abundance
57
o 12:80 13.00 13.20 13.40
5000 m/z 85.05 33.86%
113 140 168
0 211 238 267
m/z--> 55 160 150 200 250 300 3éo '
Abundance #209566: Octacosane R R AR EE R
57 12.80 13.00 13.20 13.40
m/z 55.00 29.82%
5000 85
29
ol h || | 43 141 160 197 225 253 281 309 337 365 394
IIIII""I""I""I""I""I""I""I AR A A
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119700.D

Aca On > 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 6 Pentafluoropropionic acid, ... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.83 18.23 ng 1258750 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid.
2 Eicosvl trifluoroacetate
3 Tricosvl trifluoroacetate
4 17-Pentatriacontene

5 Pentafluoropropionic acid,

octad... 416 C21H37F502
394 C22H41F302
436 C25H47F302
491 C35H70

hexad... 388 C19H33F502

959261-25-7 91
1000351-75-2 91
1000351-75-1 91
006971-40-0 91
006222-07-7 91

Abundance Scan 1996 (13.827 min): BF119700.D (-1993) (-) m/z 57.05 100.00%
57
83
5000
111 IIIIIIIIIIIIIIIIIIIIIII
J 139 230 13.60 13.80 14.00 14.20
0..'.,-.. A730.168 200 27 264 301 331355 ' “nm/z 55.00 85.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57
97
5000 LA L L L L L L L LB
2 13 60 13. 80 14. 00 14 20
” l 125 m/z 43.00 82.91%
LU e 22 2or
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
97
T T T
13.60 13.80 14.00 14.20
5000 m/z 83.10 61.24%
125
o 29 153 182 210 252 280 325 356376
LA A e e e e e L N N S B o o e e e o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosyl trifluoroacetate e e B B
57 13.60 13.80 14.00 14.20
m/z 97.05 56.67%
97
5000
125
29
oLl i l \153 181 210 238 264 294 322 367 418
...,.... T T T T R R AR AEERERRE
m/z--> 50 100 150 200 250 300 350 400 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119700.D

Aca On > 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 7 Eicosyl heptafluorobutyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .47 18.40 ng 1270940 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 91
2 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
4 Heneicosvl trifluoroacetate 408 C23H43F302 1000351-76-5 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
Abundance Scan 2105 (14.468 min): BF119700.D (-2100) (-) m/z 57.10 100.00%
57
83
5000
] 111
R DAL SN B SR
139 14.20 14.40 14.60 14.80
ok, J, l.J.J. . 180208 200268 312 385 %7 . m/z 55.00 78.04%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate
57
5000 LI B UL B B
- 14.20 14.40 14.60 14.80
1 m/z 43.10 76.40%
o 29 l | h169 196 224 252 280 305 476
m/z--> 50 160 150 200 2%0 360 350 400 450
Abundance
i o R DAL SN B SR
14.20 14.40 14.60 14.80
5000 m/z 83.05 59.62%
125
. 29 153 182 210 252280 325 376
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester L e IR m e e
57 14.20 14.40 14.60 14.80
97 m/z 97.10 58.21%
5000
29 125
oL LU ) 154 182210238 263 384
m/z--> 55 100 1%0 260 2%0 300 350 400 450 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119700.D

Aca On > 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 8 Octadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.91 3.51 ng 195425 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
3 Tetradecanal 212 C14H280 000124-25-4 87
4 Hexadecanal 240 C16H320 000629-80-1 87
5 11-Tetradecyn-1-ol acetate 252 C16H2802 033925-72-3 86
Abundance Scan 2180 (14.910 min): BF119700.D (-2177) (-) m/z 57.05 100.00%
g7
82
5000

137 207 263 330 14.60 14.80 15.00 15.20
ok, “« e 2 S3.408 48T Th/z 43.05  84.66%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117605: Octadecanal

43 82

14.60 14.80 15.00 15.20
m/z 82.00 76.60%

5000

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
82
R RS s
57 14.60 14.80 15.00 15.20
5000 m/z 55.05 61.85%
110
29
138
166 211 250
Ot T T e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71297: Tetradecanal o B e A
57 82 14 60 14. 80 15. OO 15 20

m/z 83.10 46.04%

5000
29
110
T 168194

o L S

m/z--> 50 100 150 200 250 300 350 400 450 14. 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119700.D

Aca On > 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 9 Eicosane, 10-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.10 7.78 ng 432878 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Octacosane 394 C28H58 000630-02-4 93
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 90
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2212 (15.098 min): BF119700.D (-2209) (-) m/z 57.00 100.00%

5000 85

:

113 14.80 15.00 15.20 15.40
141 276
oL ,I. |7y 141162183 211233286276 310 341 $77 413 | nzn 43 10 55.43%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-

3

5000 85 L B
14. 80 15. 00 15 20 15. 40

m/z 71.10 53.09%

113 154
ol W, i tes 21t 230 28t
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
AL man e SO
14.80 15.00 15.20 15.40
5000 g5 m/z 85.10 39.57%
29
o 113 141 169 197 225 253 281 309 337 365 394
B B T L e L B e Kt
m/z--> 50 100 150 200 250 300 350 400
Abundance #140553: 1-lodo-2-methylundecane AR RN paaaE
57 14.80 15.00 15.20 15.40
m/z 55.00 20.38%
5000
85
29 ‘
SR VLSS = SR S B I
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\BF040120\
Data File : BF119700.D

Aca On > 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 10 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.13 8.21 ng 456718 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
4 1-Octadecanol 270 C18H380 000112-92-5 74
5 1-Hexadecene, 16-bromo- 302 C16H31Br 118625-56-2 72
Abundance Scan 2217 (15.127 min): BF119700.D (-2215) (-) m/z 55.00 100.00%
55
1 Ml\ﬂu\kxmz\/\vv\
5000 t 111
139 174 249 281 14.80 15.00 15.20 15.40
ob i IJ L L, 223 20T 316343370 407 %08 ' h7z 57.05  90.91%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol
55 83
5000 111 R NI SRR BRI UGS
14.80 15.00 15.20 15.40
29 m/z 43.05 79 .59%
139
0 ¥ 11 167196 238266294
miz--> 0 55 160 1%0 260 250 360 3%0 460 4%0 560
Abundance
55 83
14.80 15.00 15.20 15.40
5000 111 m/z 69.00 75.98%
29
0 e 108196 238266 W
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0 560
Abundance #163018: 9-Tricosene, (2)- LIS DAL LS BN L LU L L
55 |97 14.80 15.00 15.20 15.40
m/z 83.05 71.59%
5000
125
29 322
ok 153 182210238 266 294
i

I I T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119700.D

Aca On > 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 11 unknownl5.67 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.67 2.62 ng 145583 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosanethiol 342 C22H46S 007773-83-3 38
2 Octadecvlbis(trifluoromethvl)pho... 454 C20H37F6PS 146920-13-0 10
3 Hex-4-envlamine 99 C6H13N 055108-01-5 10
4 Stiamasta-5.22-diene. 3-methoxv-... 426 C30H500 010453-25-5 9
5 1,5-Dichloro-2,3-dinitrobenzene 236 C6H2CI2N204 028689-08-9 9
Abundance Scan 2309 (15.668 min): BF119700.D (-2308) (-) m/z 43.10 100.00%
43
5000
365
123 218 270 .
157 189 388 416 452 15.40 15.60 15.80 16.00
ol m/z 55.00 95_.47%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #178721: 1-Docosanethiol
43 97
5000 LR BRI BUEL UL B
mmmmmmmm
308 347 m/z 57.00 94.22%
195 223 252 280

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
A B
69 385 15.40 15.60 15.80 16.00
5000 97 m/z 96.00 61.60%
252 353
420
. 125147 g4 211 285 323 454
B A A T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #3530: Hex-4-enylamine R EEEEE RS
30 15.40 15.60 15.80 16.00
m/z 82.00 60.38%
67
5000
m/z--> 100 150 200 250 300 350 400 450 15.40 15. 60 15. 80 16 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF040120\
Data File : BF119700.D

Aca On > 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 12 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.92 4.98 ng 276864 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 96
2 Eicosane 282 C20H42 000112-95-8 92
3 Heptacosane 380 C27H56 000593-49-7 90
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2352 (15.921 min): BF119700.D (-2348) (-) m/z 57.00 100.00%
57
5000 85
13 PSRN
141 182205 266 342364 15.60 15.80 16.00 16.20
ol b bl (70 234 117200 TS0IS8043 461 hjz 71.10  56.54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
5000 R A SRS U B

15,60 15.80 16.00 16.20
m/z 43.05 54.37%

113 141 169 197 225 253 281 309 337 365 394

04
miz--> 50 100 150 200 250 300 350 400 450
Abundance
57
e
15.60 15.80 16.00 16.20
5000 m/z 85.10 38.90%
85
29
o 113 141 169 197 225 253 282
A e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane e A RERREEEEE L
57 15.60 15.80 16.00 16.20
m/z 55.00 28.19%
5000
85
29
oL \ J (113 141 169 197 225 253 281 323 351 380
b O e R A e
miz--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040120\
Data File : BF119700.D

Acq On : 2 Apr 2020 6:40

Operator : MA/SJ

Sample : L2055-07

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF031820_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]
2-Pentanone, 4-hy... 5.02 2.4 ng 160869 1 6.81 1364090 20.0
n-Hexadecanoic acid 11.87 8.6 ng 761322 4 11.34 1761490 20.0
Pentadecanoic acid 12.65 2.6 ng 225758 4 11.34 1761490 20.0
Hexadecane 13.16 4.0 ng 276446 5 13.98 1381230 20.0
Pentafluoropropio... 13.83 18.2 ng 1258750 5 13.98 1381230 20.0
Eicosyl heptafluo... 14.47 18.4 ng 1270940 5 13.98 1381230 20.0
Octadecanal 14.91 3.5 ng 195425 6 15.44 1113000 20.0
Eicosane, 10-methyl- 15.10 7.8 ng 432878 6 15.44 1113000 20.0
1-Heneicosanol 15.13 8.2 ng 456718 6 15.44 1113000 20.0
unknownl15.67 15.67 2.6 ng 145583 6 15.44 1113000 20.0
Octacosane 15.92 5.0 ng 276864 6 15.44 1113000 20.0
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