LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\

Data File : BF118319.D

Aca On - 26 Dec 2019 16:31 Instrument :

Operator : JU BNA_F

Sample  : K6400-01 Gt

Misc i 115-MAIDEN-LANE-BERGENFIELD
ALS Vial : 12 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-BF122419 .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 5.046 499 503 518 rvB 396122 479136 14.07% 1.602%
2 5.463 569 574 599 rBVY 2206473 2366593 69.51% 7.915%
3 6.481 743 747 764 rBVY 2730490 2582180 75.84% 8.636%
4 6.616 766 770 774 rBVY 3037543 2720519 79.91% 9.098%
5 6.845 806 809 818 rBV 739171 655833 19.26% 2.193%
6 7.004 832 836 839 rBVY 2626701 2074982 60.95% 6.939%
7 7.416 901 906 918 rBVY 1567393 1562034 45.88% 5.224%
8 8.134 1025 1028 1044 rBV 1004949 880929 25.87% 2.946%
9 9.216 1208 1212 1215 rBV 3425799 3176478 93.30% 10.623%
10 9.610 1275 1279 1289 rBV 394647 364547 10.71% 1.219%

11 9.898 1324 1328 1337 rBV 1191292 1095242 32.17% 3.663%
12 10.686 1458 1462 1472 rBV 2466465 2314568 67.98% 7.741%
13 11.386 1577 1581 1589 rBV 1288953 1183763 34.77% 3.959%
14 11.916 1667 1671 1684 rBV 384864 493482 14.49% 1.650%
15 12.610 1786 1789 1796 rBV 47782 61566 1.81% 0.206%

16 12.698 1801 1804 1813 rBV 117469 175661 5.16% 0.587%
17 12.980 1847 1852 1855 rBV 3817295 3404677 100.00% 11.386%
18 13.204 1884 1890 1897 rVB5 26476 38169 1.12% 0.128%
19 13.868 2000 2003 2015 rBV 399042 607587 17.85% 2.032%
20 14.039 2028 2032 2041 rVB 1026498 960164 28.20% 3.211%

21 14.192 2055 2058 2062 rVB 159963 133072 3.91% 0.445%
22 14.498 2107 2110 2116 rBV 223582 227781 6.69% 0.762%
23 14.810 2159 2163 2166 rBV 227004 227231 6.67% 0.760%
24 15.151 2217 2221 2225 rBV 229498 261756 7.69% 0.875%
25 15.527 2280 2285 2293 rVB 849631 1185277 34.81% 3.964%

26 15.974 2356 2361 2367 rBV 151590 242836 7.13% 0.812%
27 16.045 2368 2373 2380 rVVv9 53148 124979 3.67% 0.418%

28 16.227 2400 2404 2407 rBV6 27146 36951 1.09% 0.124%

29 16.492 2443 2449 2453 rBV 95756 175596 5.16% 0.587%

30 17.092 2546 2551 2558 rVB4 44843 87597 2.57% 0.293%
Sum of corrected areas: 29901186
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\

Data File : BF118319.D

Aca On : 26 Dec 2019 16:31

Operator : JU

Sample : K6400-01 :

Misc : 115-MAIDEN-LANE-BERGENFIELD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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: BF118319.D

3500000
6.62
6.48

3000000
7.00
2500000
5.46
2000000

7.42
1500000

1000000
6.85

500000 5.05

i L 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: BF118319.D

3500000 9.22
3000000
2500000 10.69
2000000

1500000
9.90 11.39

1000000 8.13

500000 9.61 L 11.92

L 1287 || 1320

| NN L SURMESMEENNENESESES LSS S R R

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: BF118319.D

3500000
3000000
2500000
2000000
1500000

14.04
1000000 15.53

500000
1419 1450 14.81 15.15

128046 23 1649 17.09

e 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\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118319.D

Aca On : 26 Dec 2019 16:31

Operator :© JU

Sample : K6400-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 14.61 ng 479136 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 504 (5.051 min): BF118319.D (-499) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.80 5.00 5.20 5.40
ot eSSl 60 S Tm/z 59.00 62.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R UL UL IR
59 480 500 520 540
m/z 101.00 29.52%
25 3 37 , 83 oz O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0,
5000 101 m/z 58.00 15.02%
28 59
‘ 70 84
...,..1“?.,..H.‘l....q‘.:..,??‘l:i....l.‘..7.8,.‘l..,.?“?.,;...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3158: 5-Hexen-2-one R R B
43 4.80 5.00 5.20 5.40
m/z 41.10 10.21%
5000
55
27
15
1 1, 37| 49| e 71778 98
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540

8270-BF122419.M Fri Dec 27 17:40:13 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\

Data File : BF118319.D

Aca On : 26 Dec 2019 16:31

Operator : JU

Sample : K6400-01 :

Misc : 115-MAIDEN-LANE-BERGENFIELD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.62 Concentration Rank 1

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

6.62 82.96 ng 2720520 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 771 (6.622 min): BF118319.D (-766) (-) m/z 132.00 100.00%
32
5000
68
96 RS RAREE AN AN
40 54 75 104 6.20 6.40 6.60 6.80 7.00
....,....:n:..ﬁ::..,‘?l.',..':.,..5.‘?,..!.,....,.1.1.5.,....,"...,.. m/z 134.00  33.35%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR R UL R
6.20 6.40 6.60 6.80 7.00
78 m/z 68.10 31.94%
138 44
”'WL”WP!”JL'W'”!P'“I”'W'”'P'” RS SRR BARRE BN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
SRS AASERARSS SARRARAR
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 21.09%
41 97
‘ 53 2 117
aa [l] | el P e | 103110 | 120 |
miz--> T b w8 7o 8 % 160 110 150 1o 140 )
Abundance #14395: 1,3,5-Trifluorobenzene ,....,....,L...,....,...
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 13.50%
5000
63 81
31 37 44 50 57 174 8‘8 101 1:!-? ‘
s % b S o 8 % 180 110 Do 1o 1o | ek 60 650 oho 350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\

Data File : BF118319.D

Aca On : 26 Dec 2019 16:31

Operator : JU

Sample : K6400-01 :

Misc : 115-MAIDEN-LANE-BERGENFIELD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 8.34 ng 493482 Phenanthrene-d10 11.39
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1672 (11.922 min): BF118319.D (-1667) (-) m/z 73.00 100.00%
73
129
5000
213
171 256 R mEEE e BB Rt
43157 185199 1f60 11%0 1250 1220 '
m/z 60.00 82.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L B SO UL B
11. 60 11. 80 12. 00 12 20
m/z 43.05 77 .63%
TJJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
11!60 11)80 12)00 12!20 '
5000 29 m/z 55.00 68.44%
129
“ ?7 Ol115 ‘ 171185 214
...,.‘...‘,‘J..l“.w."U..ﬁ,‘...‘.,....1,4.:?.1?7....,.‘..1.95%... S
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T T T T T ]
43 60 73 11.60 11.80 12.00 12.20
m/z 41.10 68.42%
5000 129
29
199
‘ L4u 143157171185 242
15 | 4
TTT TITT T —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 25 Jo 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\BF122619\
Data File : BF118319.D

Aca On : 26 Dec 2019 16:31

Operator :© JU

Sample : K6400-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Octadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.70 2.97 ng 175661 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 49
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 47
4 Undecanoic acid 186 C11H2202 000112-37-8 46
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 1804 (12.698 min): BF118319.D (-1801) (-) m/z 43.05 100.00%
5000
12.40 12,60 12.80 13.00
m/z 73.00 96.83%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
5000
12.40 12.60 12.80 13.00
m/z 60.00 88.79%
m/z--> 50 100 150 200 250 300 350
Abundance #84455: Tetradecanoic acid
73
12.40 12.60 12.80 13.00
soo0l 43 129 m/z 55.05 76.46%
185
H 97 228
O A O
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R R B
43 12.40 12.60 12.80 13.00
m/z 41.10 72 .70%
73
5000 o84
129
97
185
213 241
—— Iilunlmluilt .“.“l .‘15\.7.{ .‘. ‘I .{. i I\ |‘2.6.5.{. |3:.L1. — |3|72| . I
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\

Data File : BF118319.D

Aca On : 26 Dec 2019 16:31

Operator : JU

Sample : K6400-01 :

Misc : 115-MAIDEN-LANE-BERGENFIELD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 12.66 ng 607587 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 2003 (13.868 min): BF118319.D (-2000) (-) m/z 57.10 100.00%
5000 111 _ﬁLAA__ﬁ,*A,A\~w~qAMAVumﬂ
AN N SR B
3 139 13.60 13.80 14.00 14.20
— ‘JHY\_JK Iy 2108187207225 252 280303 m/z 43.05 96.26%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)- AJ\\JLJL
56
5000 AR A S B
13.60 13.80 14.00 14.20
29 m/z 83.10 94 .52%
J | | L139 167 106 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55
I

m/z 55.10 90.23%

13.60 13.80 14.00 14.20
5000
29
[l A ‘ | 1‘1?9 167 196 233 266 294
4 S I e e o e e e L B
m/z--> 50 100 1 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester I R EE R B m s e e
57 13.60 13.80 14.00 14.20
83 m/z 97.10 85.73%
5000 111
29 ‘
L u ‘h139 163182 210 237255 356
g T R EEEEs e a
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\BF122619\

Data File : BF118319.D

Aca On : 26 Dec 2019 16:31

Operator : JU

Sample : K6400-01 :

Misc : 115-MAIDEN-LANE-BERGENFIELD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.19 2.77 ng 133072 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2058 (14.192 min): BF118319.D (-2055) (-) m/z 57.10 100.00%
57
85
5000
113 141 4 13180 14,00 14120 1440 1460
~ | Aok 1| iy, 24205 216295 m/z 71.05 83.25%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 DR SR BN BN BN
13.80 14.00 14.20 14.40 14.60
m/z 43.05 67 .54%
29 113
LU L 260 107 225 253 296
m/z--> 50 100 1%0 260 250 360 3éo '
Abundance #209565: Octacosane
57
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.10 57 .59%
29 113 141
| ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo '
Abundance #215181: 2-methyloctacosane T TR T
57 13.80 14.00 14.20 14.40 14.60
m/z 55.05 26.47%
5000 85
29 “_“{ Hlj3‘1ﬂl‘1§9 197 225 267 295 365 393
m/z--> % 1& 1% 2& 2% 3& 3% ' Bmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\

Data File : BF118319.D

Aca On : 26 Dec 2019 16:31

Operator : JU

Sample : K6400-01 :

Misc : 115-MAIDEN-LANE-BERGENFIELD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .50 4.74 ng 227781 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2110 (14.498 min): BF118319.D (-2107) (-) m/z 57.05 100.00%
57
85
5000
113 14120 14140 14160 1450
141 169 197 397
- ..,....JI et 224 203 283309 852 AT n/z 71.05  81.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 A N DR BN B
mmmmmmmm
m/z 43.10 71.38%
29
RNy J ] ‘1f11169 197 225 253 296
m/z--> §0 100 150 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane
57
14:20 14.40 14.60 14.80
5000 85 m/z 85.05 61.12%
113
29 | ] I JJ |~ 141 169 197 225 267 295 365 393
m/z--> §0 100 1%0 260 2%0 360 3%0 460
Abundance #194493: Hexacosane L L B L B N B
57 14.20 14.40 14.60 14.80
m/z 55.00 29.94%
5000 85
29| i | M3 141 169 197 225 253 205 323 367
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 300 3&1;0 4(')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\BF122619\

Data File : BF118319.D

Aca On : 26 Dec 2019 16:31

Operator : JU

Sample : K6400-01 :

Misc : 115-MAIDEN-LANE-BERGENFIELD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.81 3.83 ng 227231 Perylene-d12 15.53
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 Heptadecane 240 C17H36 000629-78-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2163 (14.810 min): BF118319.D (-2159) (-) m/z 57.05 100.00%
57
85
5000
LSRR SRS BASUIRE SUNIUN B
141 183 14.40 14.60 14.80 15.00 15.20
ol J &, l| L 103193205225 250281303324 356 | .5 71010 76.00%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85 AR I SR SURRURE B
14.40 14.60 14.80 15.00 15.20
113 m/z 43.05 66 .95%
2?] L 4 169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane
g7
o 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 59.63%
29 113
UL LT 141 160 197 205 253 206
m/z--> 50 100 150 200 250 300 350 '
Abundance #94346: Heptadecane [Tr T T[T rrr[Tr T[T
57 14.40 14.60 14.80 15.00 15.20
m/z 41.05 25.51%
85
5000
29
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\

Data File : BF118319.D

Aca On : 26 Dec 2019 16:31

Operator : JU

Sample : K6400-01 :

Misc : 115-MAIDEN-LANE-BERGENFIELD
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.15 4.42 ng 261756 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2221 (15.151 min): BF118319.D (-2217) (-) m/z 57.10 100.00%
g7
85
5000
141 197 14.80 15.00 15.20 15.40
A Jl Ao, 109 100219239 268 802 345 | hs7 71.10  79.74%
m/z--> 50 100 150 200 250 300
Abundance #141425:; Heneicosane
g7
5000 85 L R SR UL B
14.80 15.00 15.20 15.40
29 m/z 43.10 64.41%
12 J|.| | MR 141 160 107 225 253 206
m/z--> 50 100 150 200 250 300 '
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
g7
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 60.49%
40 “J‘ )| ‘J113 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 '
Abundance #117638: Nonadecane T T
57 14.80 15.00 15.20 15.40
m/z 55.10 25.79%
5000 85
29

T T
m/z--> 50 100 150 200 250 300 14. 80 15. 00 15. 20 15.40

8270-BF122419.M Fri Dec 27 17:40:16 2019 Page: 11



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\

BF118319.D

26 Dec 2019 16:31

Ju

K6400-01

12 Sample Multiplier: 1

= C:\DATABASE\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.97 4.10 ng 242836 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2360 (15.968 min): BF118319.D (-2356) (-) m/z 57.00 100.00%
57
85
5000
J 13 4 15.60 15.80 16.00 16.20
169 191211 : : : :
— ,J Lodppouio JO15 289261285 815 3% m/z 71.05  72.50%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 AU AR AR
1560 1580 16.00 16.20
29 m/z 43.05 61.97%
113 141
ey d | 11,169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 260 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71 15.60 15.80 16.00 16.20
5000 m/z 85.05 57.02%
I ‘ J H Lar 195 18302225 253 295 a7
m/z--> 50 100 150 200 250 360 350
Abundance #194493: Hexacosane L LN L L N BN B
57 15.60 15.80 16.00 16.20
m/z 41.05 21.51%
- ] VJ\ANW\N—A/\'\/\/\/\J
29 ‘ I ”1}31141‘169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 ' 1560 15.80 16.00 16.20

8270-BF122419.

M Fri Dec 27 17:40:17 2019

115-MAIDEN-LANE-BERGENFIELD
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118319.D

Aca On : 26 Dec 2019 16:31

Operator :© JU

Sample : K6400-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclopentadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.04 2.11ng 124979 perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclopentadecane 210 C15H30 000295-48-7 89

2 E-15-Heptadecenal 252 C17H320
3 l1-Heptadecene 238 C17H34
4 1-Cvclopentvleicosane 350 C25H50
5 1-Nonadecene 266 C19H38

1000130-97-9 58
006765-39-5 58
1000357-25-6 50
018435-45-5 45

Abundance Scan 2372 (16.039 min): BF118319.D (-2368) (-) m/z 57.05 100.00%
7
5000
231
192 Trrryprrrryrrrryrrrr[rrr
143163 5251 259 284 317 341 376 15.80 16.00 16.20 16.40
m/z 83.00 O5.77%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
56
83
5000 LIRS
11 15.80 16.00 16.20 16.40
29 m/z 69.00 87.22%
|| \ j139 182 20
e I B e e o e e B e e o e I B
m/z--> 50 100 150 200 250 300 350
Abundance #104157: E-15-Heptadecenal
43
83 R N REEE R RS
15.80 16.00 16.20 16.40
5000 m/z 97.10 76.73%
111
| J“ﬁ’ il ‘ |139 168 195 224 252
N I e B e e LA B e e o o o o o o S
m/z--> 50 100 150 200 250 300 350
Abundance #92567: 1-Heptadecene T
57 83 15.80 16.00 16.20 16.40
m/z 55.00 70.52%
5000
29 111
\‘ gL | 0 168 210 2a8
= 77 R N REEE R RS
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF122419.M Fri Dec 27 17:40:17 2019

115-MAIDEN-LANE-BERGENFIELD
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118319.D

Aca On : 26 Dec 2019 16:31

Operator :© JU

Sample : K6400-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 13 Hentriacontane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.49  2.96 ng 175596  perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hentriacontane 437 C31H64 000630-04-6 91

2 2-methviltetracosane 352 C25H52 1000376-72-6 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2449 (16.492 min): BF118319.D (-2443) (-) m/z 57.10 100.00%
57
85
5000
s o AL AT o
141 168 211 245 205 355 16.20 16.40 16.60 16.80
”...I]”..J]..JJ,.., e m/z 71.10  77.20%
m/z--> 50 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 |||||||||||||||||||
16,20 16.40 16.60 16.80
13 m/z 85.05 67.07%
1[ | 141,169 197 225 253 281 309 337 365 437
— ...,.”.,....,....,....,.”.,....,....,
m/z--> 50 100 150 200 250 300 350 400
Abundance #185534: 2-methyltetracosane
57
R B .
16.20 16.40 16.60 16.80
5000 85 m/z 43.10 60.14%
29
T ﬂ 141 169 197 225 253 309 337
e .”.,....,.... i B A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane O B .
57 16.20 16.40 16.60 16.80
m/z 41.10 26.02%
5000 85
29 113
J |7y, 141 169 197 225 253 281 309 337 380
A w2 L e e s o A A
m/z--> 50 100 150 200 250 300 350 400 16,20 16.40 16.60 16.80

8270-BF122419.M Fri Dec 27 17:40:18 2019

115-MAIDEN-LANE-BERGENFIELD
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122619\

Data File : BF118319.D

Acq On : 26 Dec 2019 16:31

Operator : JU

Sample - K6400-01 :

Misc : 115-MAIDEN-LANE-BERGENFIELD
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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... 5.05 14.6 ng 479136 1 6.85 655833 20.0
unknown6 .62 6.62 83.0 ng 2720520 1 6.85 655833 20.0
n-Hexadecanoic acid 11.92 8.3 ng 493482 4 11.39 1183760 20.0
Octadecanoic acid 12.70 3.0 ng 175661 4 11.39 1183760 20.0
5-Eicosene, (E)- 13.87 12.7 ng 607587 5 14.04 960164 20.0
Heneicosane 14.19 2.8 ng 133072 5 14.04 960164 20.0
Hexacosane 14.50 4.7 ng 227781 5 14.04 960164 20.0
2-methyloctacosane 14.81 3.8 ng 227231 6 15.53 1185280 20.0
Heptadecane, 2,6,... 15.15 4.4 ng 261756 6 15.53 1185280 20.0
Octacosane 15.97 4.1 ng 242836 6 15.53 1185280 20.0
Cyclopentadecane 16.04 2.1 ng 124979 6 15.53 1185280 20.0
Hentriacontane 16.49 3.0 ng 175596 6 15.53 1185280 20.0
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