LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 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-BF091020.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 5.404 560 564 567 rBY 2500348 2307884 33.04% 6.306%
2 6.416 732 736 745 rBVY 2383100 2414904 34.57% 6.599%
3 6.781 795 798 802 rBVY 1009739 777732 11.13% 2.125%
4 7.345 889 894 897 rBVY 1822420 1643163 23.52% 4 .490%
5 8.063 1012 1016 1020 rBvV 1201792 1015588 14.54% 2.775%
6 9.139 1194 1199 1203 rBvV 2887370 2695387 38.59% 7 .365%
7 9.533 1262 1266 1270 rBV 277005 223317 3.20% 0.610%
8 9.822 1310 1315 1318 rBY 1181534 1131024 16.19% 3.091%
9 10.604 1444 1448 1458 rBV 1336523 1200182 17.18% 3.280%
10 11.304 1563 1567 1570 rBVY 1297355 1127912 16.15% 3.082%

11 11.845 1652 1659 1681 rBV 1213109 2147337 30.74% 5.868%
12 12.157 1708 1712 1717 rVB2 82201 96010 1.37% 0.262%
13 12.486 1737 1768 1786 rBV2 1031135 6984994 100.00% 19.087%
14 12.627 1786 1792 1803 rVB 1270606 1688458 24.17% 4.614%
15 12.886 1832 1836 1840 rVB 2744987 2597948 37.19% 7.099%

16 13.804 1988 1992 2005 rVvVv 275552 510686 7.31% 1.395%
17 13.939 2006 2015 2028 rVB2 1890584 3617666 51.79% 9.885%
18 14.410 2092 2095 2097 rBV 96931 83838 1.20% 0.229%
19 14.498 2097 2110 2118 rVvVv10 140289 732629 10.49% 2.002%
20 14.710 2142 2146 2148 rBV 143401 139867 2.00% 0.382%

21 14.757 2148 2154 2167 rVB2 412999 945551 13.54% 2.584%
22 15.039 2198 2202 2209 rVB 161013 181711 2.60% 0.497%
23 15.380 2255 2260 2263 rBV 688499 831948 11.91% 2.273%
24 15.521 2273 2284 2292 rBV5 110013 414016 5.93% 1.131%
25 15.604 2294 2298 2311 rVB3 127203 350136 5.01% 0.957%

26 15.827 2331 2336 2341 rBV 96315 137107 1.96% 0.375%
27 16.598 2462 2467 2478 rVB3 52095 147480 2.11% 0.403%

28 17.650 2638 2646 2656 rBv4 74337 258900 3.71% 0.707%
29 18.268 2743 2751 2760 rVB3 64212 192896 2.76% 0.527%

Sum of corrected areas: 36596271

8270-BF091020.M Wed Sep 30 11:53:17 2020 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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: BF121726.D

2500000 5.40 6.42

2000000 735

1500000

1000000 6.78

500000

e A

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: BF121726.D

2500000
2000000

1500000 12.63
10.60 11.30 11.84
8.06 9.82 ' 12.49

1000000

500000

9.53
12.16

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: BF121726.D

2500000

2000000 13.94

1500000

1000000

500000
16.60 17.65 18.27

(|| T ————, LS

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.85 38.08 ng 2147340 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 25

Abundance Scan 1660 (11.851 min): BF121726.D (-1652) (-) m/z 73.00 100.00%

73
51
129
213
1

5000
43157171185199 284 11.60 11.80 12.00 12.20
0! m/z 43.05 92.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80

11.60 11.80 12.00 12.20

83
m/z 60.00 90.07%
213
JM 143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
T T T T
43 57 11.60 11.80 12.00 12.20
5000 - 129 m/z 57.10 75.47%
87 15 ah 214
101 143157 = 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid B L L
73 11.60 11.80 12.00 12.20
43 m/z 55.00 72.15%
5000
29
0 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Octacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.49 123.86 ng 6984990 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 1769 (12.492 min): BF121726.D (-1737) (-) m/z 57.05 100.00%

5000

=

9 T e
141 183 205 267 303 393 12.20 12.40 12.60 12.80

0 m/z 71.10 65.39%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
5|7
5000

12.20 12.40 12.60 12.80
99 m/z 43.10 60.55%

(41 183 205 281 337 394

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R RERE R e
12.20 12.40 12.60 12.80
5000 m/z 85.10 49.09%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

-

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane T e R AT

517 12.20 12.40 12.60 12.80

m/z 55.05 23.43%
5000
99
ob_26] I 1)) 141 183 225 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.63 9.33 ng 1688460 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1792 (12.627 min): BF121726.D (-1786) (-) m/z 43.10 100.00%

43

2

5000
185 241 T
14357171 12.40 12.60 12.80 13.00
Ot m/z 73.00 97 .76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

4

:

12.I4O 12.I60 12.I80 13.IOO
m/z 60.00 85.84%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 A m e RN
12.40 12.60 12.80 13.00
5000 129 m/z 57.10 78.51%
29 g7
15 143, 185199 242
o 213997
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid e RN RS
43 60 12.40 12.60 12.80 13.00
m/z 55.05 75.26%
5000
213 256
143157171 99
o e
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\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 1-Heneicosanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.80 2.82 ng 510686 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 1-Docosene 308 C22H44 001599-67-3 89
5 n-Tetracosanol-1 354 C24H500 000506-51-4 89
Abundance Scan 1991 (13.798 min): BF121726.D (-1988) (-) m/z 43.05 100.00%
43 83
¥ 239 1340 13.60 13.80 14.00 14.20
167 209 255 : : : : :
Obrrrprrrefbod 185 m/z 55.10 96.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
5000 LRI AN SRR SN B
13.40 13.60 13.80 14.00 14.20
29 m/z 57.10 95.14Y%
0 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 83.10 84.13%
29 139

167182 210 238 264280 308

=

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester T
4 13.40 13.60 13.80 14.00 14.20

69 m/z 97.05 75.90%
5000

125

=

153 181196

224
I e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Cyclotetradecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
1450 4.05ng 732629  Chrysene-d12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclotetradecane 196 Cl4H28 000295-17-0 72

006222-02-2 55
006222-06-6 50
1000351-80-9 50
959085-66-6 46

310 C16H29F302
360 C17H29F502
472 C25H45F502
452 C21H35F702

2 Tetradecvl trifluoroacetate

3 Pentafluoropropionic acid. tetra...
4 Docosvl pentafluoropropionate

5 Heptadecyl heptafluorobutyrate

Abundance Scan 2110 (14.498 min): BF121726.D (-2097) (-) m/z 57.10 100.00%
g7
0 VLJ&JJ\\A
106 R EEEE e e
329 381 414 14.20 14.40 14.60 14.80
0! m/z 43.10 82.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58279: Cyclotetradecane
56
83
5000 LA L L L L L L L L LB
29 14 20 14. 40 14 60 14. 80
111 m/z 285.30 57.18%
. | | 139 168 196
h IIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
83 e I
14.20 14.40 14.60 14.80
5000 m/z 55.05 52.51%
111
29 168 196 241
Or——— T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #190375: Pentafluoropropionic acid, tetradecy! ester R e e  EEmEmmmm
57 14.20 14.40 14.60 14.80
83 m/z 69.05 43.78%
5000
111
29 ‘ J 168 196
241
m/z--> 50 100 150 200 250 300 350 400 14 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 12
R.T. EstConc Area Relative to ISTD R.T.
14.71 3.36 ng 139867 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2146 (14.710 min): BF121726.D (-2142) (-) m/z 57.10 100.00%

57

5000 85

:

| 113 141 169 197 239 14.40 14.60 14.80 15.00
I I o L m/z 71.10 67.01%
m/z--> 50 100 150 200 250 300 350

Abundance #194493: Hexacosane

:

5000 85 A e et
14.40 14.60 14.80 15.00

m/z 43.10 63.43%

29 113
ol {4 177,141 169 197 225 253 295 323 367
co bbb e e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
B M
g5 14.40 14.60 14.80 15.00
5000 m/z 85.10 47.74%
29 113
0 141 169 197 225 253 296
e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e EEEEREEEE R s
57 14.40 14.60 14.80 15.00
m/z 55.05 21.71%
- T //\MM
29
oLl i L]y 113 141 169 197 225 253 281 309 337 365 394
T T e T T S e P e e e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.76 22.73 ng 945551 Perylene-di12 15.38
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 Tetratetracontane 619 C44H90 007098-22-8 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2155 (14.762 min): BF121726.D (-2148) (-) m/z 57.10 100.00%
57
UL U SN SR
113 14.40 14.60 14.80 15.00
1
oL LIk “l".l'1832.“..23?9,?6.7..,....,...., m/z 71.10 65.65%
m/z--> 50 1 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 A DL B R
mmmmmmmm
m/z 43.10 57.46%
29 113
ol | (141,169 197 225 253 205 323 367
m/z--> 55 160 1%0 260 2éo 360 350 '
Abundance
57
14.40 14.60 14.80 1500
5000 85 m/z 85.10 47 .90%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2éo 360 3éo '
Abundance #141426: Heneicosane R BE R R S o
57 14.40 14.60 14.80 15.00
m/z 55.10 20.91%
85
- M
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo ' 14%0 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Triacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.04 4.37 ng 181711 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2202 (15.039 min): BF121726.D (-2198) (-) m/z 57.10 100.00%
57
5000 85 f\ﬁ~ﬁ/\x,_a,_JL,__ﬁ,_,J&¢/~
1113 141 169 167 75 267 " 14.80 15.00 15.20 15.40
o e m/z 71.10 65.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 L B BRI B B
Mmmmmmmm
113 m/z 43.05 64.71%
o2 | d 14 169 197 205 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57
o " 14.80 15.00 15.20 15.40
5000 m/z 85.10 50.20%
29 113
o 141 169 197 225 253 296
m/z--> éo 160 1éo 260 250 300 3%0 460
Abundance #83023: Hexadecane T T T
57 14.80 15.00 15.20 15.40
m/z 55.10 22.42%
5000 85
29
oL )] /113 141 169 197 226
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(|)O 14I80 15. oo 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknownl5.52 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.52 9.95 ng 414016 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 46
2 2-Nonadecanone 282 C19H380 000629-66-3 38
3 Hexadecanal. 2-methvl- 254 C17H340 055019-46-0 30
4 Tritetracontane 605 C43H88 007098-21-7 27
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 27
Abundance Scan 2284 (15.521 min): BF121726.D (-2273) (-) m/z 57.05 100.00%

5000

283 e i
15.20 15.40 15.60 15.80

m/z 43.10 92 .25%

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #129491: Eicosane
57
5000 4.L 85 LA L L L L L B LB L |
15.20 15.40 15.60 15.80
m/z 71.10 91.48%
ol2 | o g M8, 141 169 197 225 053 282
AR R E o B B S L e N NRARARRARY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
58
R REERE R R R
3 15.20 15.40 15.60 15.80
soool A m/z 58.00 59.73%
96 282
0 27 81 111127 152 180196 224239 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105861: Hexadecanal, 2-methyl-

15.20 15.40 15.60 15.80
m/z 267.30  47.59%

5000

138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80

8270-BF091020-M Wed Sep 30 11:53:29 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Sulfurous acid, butyl tetra... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.60 8.42 ng 350136 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 86

2 Heptacosane 380 C27H56 000593-49-7 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Docosane 310 C22H46 000629-97-0 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2297 (15.598 min): BF121726.D (-2294) (-) m/z 57.10 100.00%
57
5000 85

113 0 1540 1560 1520 16 00
141 183 211 295 15.20 15.40 15.60 15.80 16.00
ol LALLM et e 2 o0 62, 40%

m/z--> 50 100 150 200 250 300 350

Abundance #172308: Sulfurous acid, butyl tetradecy! ester

15.20 15.40 15.60 15.80 16.00
m/z 43.10 55.93%

5000

113 139 168 197 231 261

04
m/z--> 50 100 150 200 250 300 350
Abundance
57
S
15.20 15.40 15.60 15.80 16.00
5000 m/z 85.10 41.45%
85
29
0 113 141 169 197 225 253 281 323 351 380
A Y e A e Y
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane o TSI
57 15.20 15.40 15.60 15.80 16.00
m/z 55.05 29.11%
5000 a5
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
N A e N AR L S
mz--> 50 100 150 200 250 300 350 1520 15.40 15.60 15.80 16.00

8270-BF091020-M Wed Sep 30 11:53:30 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Hentriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.83 3.30 ng 137107 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2336 (15.827 min): BF121726.D (-2331) (-) m/z 57.10 100.00%
57
5000
J ¥ " 15.60 15.80 16.00 16.20
- .-.1,.1...".-..1.97..2]3.’9.?5.‘? e || M7z 71.05  65.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
57
5000 LRI BRI BN BRI B

15.60 15.80 16.00 16.20
m/z 43.10 61.09%

99
26 | 141 183 225 267 309 351 393 436

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R N EEEE S s E R
15.60 15.80 16.00 16.20
5000 m/z 85.10 47.61%

99
26 141 183 225 267 309 380

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R B e B
57 15.60 15.80 16.00 16.20
m/z 55.00 25.85%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 60 15. 80 16. 00 16. 20

8270-BF091020-M Wed Sep 30 11:53:31 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 6,6-Diethylhoctadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.60 3.55 ng 147480 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 86
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Tetracosane 338 C24H50 000646-31-1 72
5 Tetratriacontane 479 C34H70 014167-59-0 72
Abundance Scan 2467 (16.598 min): BF121726.D (-2462) (-) m/z 57.05 100.00%

5000

127 155 183 211 239 281 16.20 16.40 16.60 16.80 17.00
m/z 71.10 82.39%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494; Hexacosane

16.20 16.40 16.60 16.80 17.00
m/z 43.05 57.03%

5000

141 169 197 225 253 295

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
85 | L DL LA BLELELELE L
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.10 52.93%
141
113 281
160 17 239
ol A
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane A B o
57 16.20 16.40 16.60 16.80 17.00
m/z 41.00 27.58%
5000 85
113 119 169
0 | | |77, 141 169 197 225 253 281 309 337 365 437
I s L AR B A S o R EmE R
m/z--> 50 100 150 200 250 300 350 400 16. 20 16. 40 16 60 16. 80 17. 00

8270-BF091020-M Wed Sep 30 11:53:32 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 13 18-Pentatriacontanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.65 6.22 ng 258900 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Pentatriacontanone 507 C35H700 000504-53-0 91
2 Stearic acid hvdrazide 298 C18H38N20 004130-54-5 38
3 2.15-Hexadecanedione 254 C16H3002 018650-13-0 35
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 22
5 1-Methylcycloheptanol 128 C8H160 003761-94-2 22
Abundance Scan 2646 (17.650 min): BF121726.D (-2638) (-) m/z 57.10 100.00%
5000 ,WKNMMJVNMJ”V/A\/q\uw»»“Nﬂvﬂ,
15 104 " 17,40 17.60 17.80 18.00
0! m/z 43.00 79.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235971: 18-Pentatriacontanone
7
267
5000 LI BRI B SULLILN U
17.40 17.60 17. 80 18 00
230 m/z 71.10 75.84%
o | ]|l{27 166194 b 35323349 379407 449478506
m/z--> 6 éo 160 150 ' 250 360 3éo 460 4éo 560
Abundance
32
" 17,40 17.60 17.80 18.00
5000 m/z 267.25 66.79%
74
ol 4 109137 184213240267298
m/z--> 6 éo 160 150 200 250 300 3éo 460 4%0 560
Abundance #105671: 2,15-Hexadecanedione
43 17.40 17.60 17.80 18.00
m/z 58.00 48 .95%
5000
71
0 iy ¢9U7 123152 197 254 ~n
m/z--> c') 5'0 1(')0 1&'30 2(')0 25'30 3(')0 35'30 4(')0 4&'30 5(')0 17'40 17. 60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092920\
Data File : BF121726.D

Aca On 29 Sep 2020 12:29

Operator : JU/CG

Sample : L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 14 unknownl18.27 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.27 4.64 ng 192896 Perylene-d12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Hexadecanovl hvdrazide 270 C16H34N20 002619-88-7 38
2 Palmitic acid vinvl ester 282 C18H3402 000693-38-9 22
3 Eicosane 282 C20H42 000112-95-8 11
4 2-methvltetracosane 352 C25H52 1000376-72-6 11
5 Octadecane 254 C18H38 000593-45-3 11
Abundance Scan 2751 (18.268 min): BF121726.D (-2743) (-) m/z 57.05 100.00%
| 18.00 18.20 18.40 18.60
0 m/z 43.10 83.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119244: 16-Hexadecanoy! hydrazide
3p
5000 L UL BULLLN UL IR
mmmmmmmm
57 m/z 71.05 72 .00%
& 239
oL15 | ﬂ, g . 95 111125 143157171 194 221 255270
m/z--> 25 4b eb éo 160 120 140 160 180 200 220 240 2éo 2é0
Abundance
57
71 239 | 18.00 18.20 18.40 18.60
5000 a g5 m/z 58.00 52.38%
109
o il 123137151165 183197211 253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129491: Eicosane
57 18.00 18.20 18.40 18.60
71 m/z 239.20 48.08%
5000 4 85
. 2 [ 113127141155169183197211225 253267282 \
m/z--> 25 4b eb éo 160 150 140 160 1é0 200 220 240 2éo 2é0 1800 1820 1840 1860

8270-BF091020-M Wed Sep 30 11:53:34 2020 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092920\
Data File : BF121726.D

Acq On 29 Sep 2020 12:29

Operator : JU/CG

Sample - L4158-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.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]
n-Hexadecanoic acid 11.85 38.1 ng 2147340 4 11.30 1127910 20.0
Octacosane 12.49 123.9 ng 6984990 4 11.30 1127910 20.0
Octadecanoic acid 12.63 9.3 ng 1688460 5 13.94 3617670 20.0
1-Heneicosanol 13.80 2.8 ng 510686 5 13.94 3617670 20.0
Cyclotetradecane 14 .50 4.0 ng 732629 5 13.94 3617670 20.0
Heneicosane 14.71 3.4 ng 139867 6 15.38 831948 20.0
Hexacosane 14.76 22.7 ng 945551 6 15.38 831948 20.0
Triacontane 15.04 4.4 ng 181711 6 15.38 831948 20.0
unknownl15.52 15.52 9.9 ng 414016 6 15.38 831948 20.0
Sulfurous acid, b... 15.60 8.4 ng 350136 6 15.38 831948 20.0
Hentriacontane 15.83 3.3 ng 137107 6 15.38 831948 20.0
6,6-Diethylhoctad... 16.60 3.5 ng 147480 6 15.38 831948 20.0
18-Pentatriaconta... 17.65 6.2 ng 258900 6 15.38 831948 20.0
unknown18.27 18.27 4.6 ng 192896 6 15.38 831948 20.0
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