LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031820\
Data File : BF119432.D
Aca On : 18 Mar 2020 23:22 Instrument :
Operator : CG/JU E?Afs el

- _ lentosampleld :
3?22'6 : L1913-18 MK-031220-COMP-DP
ALS Vial : 17 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 2.175 11 15 24 rVB 268488 357742 3.93% 0.471%
2 5.087 507 510 516 rVB 134468 160698 1.77% 0.212%
3 5.469 569 575 578 rBVY 8177172 8889086 97.72% 11.708%
4 6.475 740 746 749 rBVY 7556776 8830413 97.08% 11.631%
5 6.675 777 780 785 rVB 130832 104280 1.15% 0.137%
6 6.851 807 810 814 rBVY 2610450 2211720 24.32% 2.913%
7 7.010 833 837 841 rVB 7187773 6951053 76.42% 9.155%
8 7.416 900 906 909 rBVY 5660903 5846720 64.28% 7.701%
9 8.139 1024 1029 1032 rBV 3390916 2894220 31.82% 3.812%
10 9.222 1207 1213 1216 rBvV 9560413 9096046 100.00% 11.981%

11 9.610 1275 1279 1282 rBV 1203272 925550 10.18% 1.219%
12 9.898 1322 1328 1332 rBV 3560726 3038360 33.40% 4.002%
13 10.686 1456 1462 1465 rBV 5658401 5350297 58.82% 7.047%
14 11.386 1577 1581 1583 rBV 3442879 2804773 30.84% 3.694%
15 11.404 1583 1584 1587 rVB 125572 94330 1.04% 0.124%

16 11.916 1667 1671 1681 rBV 955120 832765 9.16% 1.097%
17 12.598 1783 1787 1789 rBV 287452 247413 2.72% 0.326%
18 12.698 1801 1804 1812 rBV2 265988 302070 3.32% 0.398%
19 12.827 1819 1826 1828 rBV 215432 242932 2.67% 0.320%
20 12.974 1846 1851 1854 rBV 7210708 6696382 73.62% 8.820%

21 13.874 2000 2004 2014 rBV 1045195 1206954 13.27% 1.590%
22 14.021 2025 2029 2032 rBV 1907713 1947586 21.41% 2.565%
23 14.051 2032 2034 2039 rVB 124703 112588 1.24% 0.148%
24 14.204 2056 2060 2064 rBV 314759 300388 3.30% 0.396%
25 14.504 2108 2111 2115 rBV 572316 554159 6.09% 0.730%

26 14.815 2160 2164 2171 rVB 659153 675084 7.42% 0.889%
27 15.063 2202 2206 2210 rBV 131064 195708 2.15% 0.258%
28 15.163 2219 2223 2230 rVB 652093 773558 8.50% 1.019%
29 15.368 2254 2258 2261 rBV 94767 125076 1.38% 0.165%
30 15.427 2265 2268 2274 rVV 109660 146954 1.62% 0.194%

31 15.498 2275 2280 2284 rVV 1518761 1872354 20.58% 2.466%
32 15.545 2284 2288 2295 rVB 549180 754898 8.30% 0.994%
33 15.992 2359 2364 2368 rBV 368025 556089 6.11% 0.732%
34 16.039 2368 2372 2380 rVB7 123262 232451 2.56% 0.306%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031820\

Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

3?22'6 i L1913-18 MK-031220-COMP-DP
ALS Vial : 17 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 16.509 2446 2452 2457 rBV 178064 337495 3.71% 0.445%
36 16.951 2524 2527 2535 rVB2 64168 120481 1.32% 0.159%
37 17.109 2550 2554 2563 rVB6 58546 134865 1.48% 0.178%

Sum of corrected areas: 75923538
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

Sample : L1913-18

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

MK-031220-COMP-DP

Abundance TIC: BF119432.D

5.47
8000000

6000000

4000000

2000000

2.18 5.09

6.47

7.01

6.85

7.42

0“’%.,....,....,....,....,....,....,....,....
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

Abundance TIC: BF119432.D

8000000

6000000 10.69

4000000 9.90 11.39

2000000
9.61 11.92

11.40

12.’51)1(2.83J

12.97

1
Time--> 8.00 8.50 9.00 9.50 10.00 10.50

T
11.00 11.50 12.00

12.50

13.00

Abundance TIC: BF119432.D

8000000
6000000

4000000

14.02
2000000 15.50

13.87
1450 14.82 15.16 54
1 gt.20 15.0% 133 13984 1651 150511

e S e e

T 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\HPCHEM1\BNA F\DATA\BF031820\

Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

ﬁ?ggle i L1913-18 MK-031220-COMP-DP
ALS Vial : 17 Sample Multiplier: 1

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

2.18 3.23 ng 357742 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 16 (2.181 min): BF119432.D (-11) (-) m/z 73.00 100.00%
7B
5000 43 -
87
36, || o7 2.20 2.30 2.40 2.50 2.60
) N - NN O/ N T m/z 43.00 44 _50%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HUA NS RGURE ULAR IS AR
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.05 34.41%
0 29 35 1] | 67 ||, 80
LR A UL I UL IS IULAS IULILE UL ILRRS IS RS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 59 m/z 87.05 26 .52%
87
43
29 53 67 102
G s R RS UL RS RS R RN IS IS AR B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1996: Silane, tetramethyl- R m s e R
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 15.98%
5000
oL 2 15 \\ 5359 65 | 79 88
m/z--> 0 10 20 3'0 4I I0 6|O 70 80 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031820\

Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

ﬁ?ggle i L1913-18 MK-031220-COMP-DP
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 5.94 ng 832765 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1672 (11.922 min): BF119432.D (-1667) (-) m/z 43.00 100.00%

5000

11.60 11.80 12.00 12.20

0! m/z 60.00 96.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43
5000 LA L L L L LB L L LB L |
11.60 11.80 12.00 12.20
213 m/z 73.00 95.93%
157 185
0! 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 | 73
T T T
11.60 11.80 12.00 12.20
5000 129 m/z 57.05 90.56%
171
97 214
ol 26 152 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid B R e RAERE
4 73 11.60 11.80 12.00 12.20

m/z 55.00 77 .33%

5000 129 ‘“L‘l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031820\

Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

ﬁ?ggle i L1913-18 MK-031220-COMP-DP
ALS Vial : 17 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 4 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.70 2.15 ng 302070 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 n-Decanoic acid 172 C10H2002 000334-48-5 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 74

Abundance Scan 1804 (12.698 min): BF119432.D (-1801) (-) m/z 43.00 100.00%

ile] 73

5000
12.40 12.60 12.80 13.00
0 m/z 57.00 93.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid

43 73

12.40 12.60 12.80 13.00
m/z 60.00 92.98%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 80
L B e B
12.40 12.60 12.80 13.00
5000 129 m/z 72.95 89.72%
83 97
115 157 213 256
185 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
73 12.40 12.60 12.80 13.00
m/z 55.00 79.46%
129
5000
43 5
‘ i e \/M\/\/W/VN
el gt b8 12 | [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031820\

Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

ﬁ?ggle i L1913-18 MK-031220-COMP-DP
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.87 12.39 ng 1206950 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 2003 (13.868 min): BF119432.D (-2000) (-) m/z 57.00 100.00%
o7
83
5000
| 111
RN N SRR SR
139 230 13.60 13.80 14.00 14.20
ol 3 A i 1.\ A5° 168 200 %7252 287 816 | 7z 55.00 93.87%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57
97
5000 R DR DU B SR
13 60 13. 80 14. oo 14 20
125 m/z 43.00 88.70%
o 23‘ 1 l ‘153 181 209 236 264 292 322 364 392
m/z--> §0 100 150 260 250 300 350 '
Abundance
55
o7 '13.60 13.80 14.00 14.20
5000 m/z 83.00 72.79%
29
125
0 77 153 181 308
m/z--> §0 160 1éo 260 250 360 3éo ' \
Abundance #185169: Heptadecy! trifluoroacetate T T T T T
57 13.60 13.80 14.00 14.20
97 m/z 97.10 62.61%
5000
29 125
0 \‘ M il l \\ 1.54 182 210 238 283 334
m/z--> 50 100 150 200 250 360 3éo ' 13 60 13. 80 14.00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031820\

Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

ﬁ?ggle i L1913-18 MK-031220-COMP-DP
ALS Vial : 17 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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.20 3.08 ng 300388 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2059 (14.198 min): BF119432.D (-2056) (-) m/z 57.10 100.00%

57
5000
85

) l ‘ | ] 3 141 160100 200 258 208 327 1380 14.00 14.20 14.40 14.60
mz-> 0 50 100 150 200 250 300 350

I ot SN B m/z 43.10 58.32%
Abundance #202661: Heptacosane h
57

5000 R B e
85 13. 80 14. OO 14 20 14. 40 14 60

m/z 71.05 49_27%

29
RN Y ﬂ113 141169 197 225 253 281 309 337 3%
—— P e S S A I
mz-> 0 50 100 150 200 250 300 350
Abundance
57

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
13.80 14.00 14.20 14.40 14.60

5000 a5 m/z 85.05 34.75%
113
oL 2 141 169169211 239 267 205 323 352
LN s sy s s e By s e S B
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane ) L O B
57 13.80 14.00 14.20 14.40 14.60

m/z 55.00 23.69%

5000 85
29
| M I | J1}3‘141 169 197 225 253 296

oAb g e e e el bt s

T
m/z--> 0 50 100 150 200 250 300 350 13. 80 14. OO 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031820\

Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

ﬁ?ggle i L1913-18 MK-031220-COMP-DP
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .50 5.69 ng 554159 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Hexadecane 226 C16H34 000544-76-3 83
Abundance Scan 2110 (14.498 min): BF119432.D (-2108) (-) m/z 57.10 100.00%
57
5000 ,
85
LN BN I
111 254 14.20 14.40 14.60 14.80
ol bl 482101 183 2132337 285 319330 398 h/z 43.00 60.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57
5000 85 U DN BN B SULRE
Mmmmmmmm
- m/z 71.00 49.18%
oLl by J1}3 141 169 197 225 254
m/z--> 55 160 1éo 260 2%0 300 3éo 460
Abundance
57
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 34.67%
. 29 13 141 169 107 205 253 205 323 367
m/z--> 55 160 150 260 2%0 360 3%0 460
Abundance #202662: Heptacosane L L L B
57 14.20 14.40 14.60 14.80
m/z 55.00 25.31%
5000
85 ﬂ
o 20 /113 141 169 197 225 253 281 323 351 380
m/z--> 50 160 1éo 260 250 360 350 460 1420 1440 1460 1480
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031820\
Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

Sample : L1913-18

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 9 2-Bromotetradecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.82 7.21 ng 675084 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2165 (14.821 min): BF119432.D (-2160) (-) m/z 57.00 100.00%
57
5000 85 J
e e RRRRE ST s
113 14.60 14.80 15.00 15.20
141
ol ,I. Ml 1L 169188 211 239 268 309 337389 | 75 43 05 58.02%
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane
57
85
5000 L B B BULIL B
mmmmmmmm
29 113 m/z 71.05 52.58%
| I 141 197
oA, .l.'l.l.l..'l....l....,........,..
m/z--> 50 100 150 200 250 300 350
Abundance
57
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 39.74%
113
oL 2 141 169189 211 239 267 205 303 352
m/z--> 55 160 1%0 200 2éo 300 3%0
Abundance #175557: Tetracosane ==
57 14.60 14.80 15.00 15.20
m/z 55.00 21.93%
- 1 Lu.
29 /
oL “ TR 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3%0 14%0 1480 1500 1520

8270-BF031820.M Thu Mar

19 16:56:53 2020

MK-031220-COMP-DP

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031820\

Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

ﬁ?ggle i L1913-18 MK-031220-COMP-DP
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Benzo[e]pyrene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.06 2.09 ng 195708 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolkl1lfluoranthene 252 C20H12 000207-08-9 98
3 Benzolalpvrene 252 C20H12 000050-32-8 96
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 2206 (15.063 min): BF119432.D (-2202) (-) m/z 252.10 100.00%
252
5000
125 14.80 15.00 15.20 15.40

o 43 64 81 100 153 177 202 224 281300
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

m/z 250.05 24 .09%

Abundance #104217: Benzo[e]pyrene
252
5000
14.80 15.00 15.20 15.40
15 m/z 253.10 21.80%
0 50 74 99 , | 146 174 200 224 |
e A e e e et e e ey
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 125.10 11.55%
126
o 74 99 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104218: Benzo[a]pyrene R R R R EE !
252 14.80 15.00 15.20 15.40
m/z 126.00 10.71%
5000
126
0 39 57 74 100, | 149 174 200 224 |
T A e e R P e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031820\

Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

ﬁ?ggle i L1913-18 MK-031220-COMP-DP
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.16 8.26 ng 773558 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 3.5-Dimethvldodecane 198 C14H30 107770-99-0 87
5 Tetratetracontane 619 C44H90 007098-22-8 76
Abundance Scan 2223 (15.163 min): BF119432.D (-2219) (-) m/z 57.05 100.00%
57
5000 85 ,_kj
113 mmmmmmmm
141
ol—— 3 M Ml |y TP 169 197 225 252271 205 327 351 m/z 43.05 57.02%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
5000 85 L AL DU B L B
mmmmmmmm
29 m/z 71.05 51.99%
113
0 | | i .]1 , 141 169 197 225 253 281 309 338
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance
57
85 14.80 15.00 15.20 15.40
5000 m/z 85.10 41 .30%
29 113
0 141 169 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57 14.80 15.00 15.20 15.40
m/z 55.05 21 .54%
5000 85
29 i 13 14
ol bl T 9t 169 107 225 253 | 295 323 367 R
m/z--> 50 100 150 200 250 300 350 14. 80 15. oo 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031820\

Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

ﬁ?ggle i L1913-18 MK-031220-COMP-DP
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 12 Heneicosane, 11-decyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.99 5.94 ng 556089 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Pentacosane 352 C25H52 000629-99-2 91

5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S

1000309-18-0 91

Abundance Scan 2364 (15.992 min): BF119432.D (-2359) (-) m/z 57.00 100.00%
5000 “
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_r
15.60 15.80 16.00 16.20 16.40
141 169 197 239
0 268295 355 m/z 43.00 54.93%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57
5000 85 TT T T [T T T T[T T T T[T TT T 7T
15 60 15. 80 16. 00 16 20 16. 40
29 295 m/z 71.05 50.78%
113
o [ 004 169 197 225 266 Il 323 435
A e o o e IR B e e e e B e I B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
15.60 15.80 16.00 16.20 16.40
5000 m/z 85.05 40.61%
85
29
o 113 141 169 197 225 253 282
A o o o e e T LA LA A o o o o o o o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 20.55%
5000 85
29
ol 4] /113 141 169 197 226
A o o o e e L o o e e e B I R B e
m/z--> 0 50 100 150 200 250 300 350 400 15 60 15. 80 16. 00 16 20 16. 40
8270-BF031820.M Thu Mar 19 16:56:55 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031820\

Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

ﬁ?ggle i L1913-18 MK-031220-COMP-DP
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 1-Nonadecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.04 2.48 ng 232451 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 83
2 1-Octadecanol. methvl ether 284 C19H400 1000333-92-7 83
3 1-Heneicosanol 312 C21H440 015594-90-8 80
4 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 62
5 7-Heptadecene, 1l-chloro- 272 C17H33CI 056554-78-0 53
Abundance Scan 2372 (16.039 min): BF119432.D (-2368) (-) m/z 55.00 100.00%
97

5000
297315 355 15.80 16.00 16.20 16.40
ot A T m/z 97.10 96.22%
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene

5000 LIRS
15.80 16.00 16.20 16.40
125 m/z 83.05 75.27%
' BEERTIE R R
m/z--> 50 100 150 200 250 300 350
Abundance
45 83
e
15.80 16.00 16.20 16.40
5000 11 m/z 69.00 69.56%
27 | 66 139 168 106 224 22 g5
e T R S = ST,
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol b RREmE EE e
55 83 15.80 16.00 16.20 16.40
m/z 43.10 68.75%
5000 111
29
o \| L) P 167 106 23 206 294
- T T T T IIIIIII IIIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031820\

Data File : BF119432.D

Aca On : 18 Mar 2020 23:22

Operator : CG/JU

ﬁ?ggle i L1913-18 MK-031220-COMP-DP
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF031820.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.51 3.61 ng 337495 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Heneicosane 296 C21H44 000629-94-7 93
3 Docosane 310 C22H46 000629-97-0 83
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 83
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 83
Abundance Scan 2452 (16.509 min): BF119432.D (-2446) (-) m/z 57.00 100.00%
57
>0 8 LL
113 16.20 16.40 16.60 16.80
155
ol S by 133 72> 188 207225 280 276207 355 | 75771 10 54.85%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 SRR AR BB
16:20 16,40 16.60 16.80
m/z 43.00 51.39%
0 4 I .|1}3 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 16.20 16.40 16.60 16.80
5000 m/z 85.05 38.12%
29
o 13 141 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane e L B e m e e
57 16.20 16.40 16.60 16.80
m/z 55.00 21.31%
- T f\hﬂx”MAwmfhmﬂfkm**W%VVWAMWNﬁM
. 2901 1) M8 141 169 197 205 253 281 310
m/z--> 50 100 150 200 250 300 350 16.20 16,40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031820\

Data File : BF119432.D

Acq On : 18 Mar 2020 23:22

Operator : CG/JU

3?22'6 i L1913-18 MK-031220-COMP-DP
ALS Vial : 17 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]
Butane, 2-methoxy... 2.18 3.2 ng 357742 1 6.85 2211720 20.0
n-Hexadecanoic acid 11.92 5.9 ng 832765 4 11.39 2804770 20.0
Octadecanoic acid 12.70 2.1 ng 302070 4 11.39 2804770 20.0
Octacosanol 13.87 12.4 ng 1206950 5 14.03 1947590 20.0
Heptacosane 14.20 3.1 ng 300388 5 14.03 1947590 20.0
Octadecane 14.50 5.7 ng 554159 5 14.03 1947590 20.0
2-Bromotetradecane 14.82 7.2 ng 675084 6 15.50 1872350 20.0
Benzo[e]pyrene 15.06 2.1 ng 195708 6 15.50 1872350 20.0
Tetracosane 15.16 8.3 ng 773558 6 15.50 1872350 20.0
Heneicosane, 11-d... 15.99 5.9 ng 556089 6 15.50 1872350 20.0
1-Nonadecene 16.04 2.5 ng 232451 6 15.50 1872350 20.0
Heptadecane, 2,6,... 16.51 3.6 ng 337495 6 15.50 1872350 20.0
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