LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\

Data File : BF117858.D

Aca On 19 Nov 2019 14:42 Instrument :
Operator : JU gll\:gﬁ't:Sam leld :
3?22Ie ; K5864-02 SB@LCOME
ALS Vial : 8 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-BF111319.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 2.187 11 17 24 rVB 566424 738606 14.55% 1.600%
2 5.128 507 517 525 rBV 573663 689484 13.58% 1.494%
3 5.528 580 585 588 rBY 3870087 3501379 68.97% 7 .585%
4 6.534 751 756 770 rBVY 3842335 3986765 78.54% 8.637%
5 6.681 777 781 784 rBV 4447089 3880708 76.45% 8.407%
6 6.916 817 821 824 rBVY 1583524 1259858 24.82% 2.729%
7 7.075 844 848 851 rBVY 3325659 3042932 59.94% 6.592%
8 7.475 911 916 919 rBVY 2771555 2384641 46.98% 5.166%
9 8.204 1036 1040 1043 rBvV 1882861 1667017 32.84% 3.611%
10 9.281 1218 1223 1226 rBVY 5684845 4751013 93.59% 10.292%

11 9.675 1286 1290 1293 rBV 490652 418675 8.25% 0.907%
12 9.963 1335 1339 1343 rBV 2360360 2031252 40.01% 4._.400%
13 10.757 1469 1474 1477 rBV 3117931 2861458 56.37% 6.199%
14 11.457 1589 1593 1596 rBV 2611125 2156252 42.48% 4.671%
15 11.522 1599 1604 1608 rVB4 52841 62307 1.23% 0.135%

16 11.669 1626 1629 1632 rBV 51848 55691 1.10% 0.121%
17 11.975 1673 1681 1686 rBvV2 219558 272087 5.36% 0.589%
18 12.674 1797 1800 1809 rBV 105547 146334 2.88% 0.317%
19 12.769 1811 1816 1822 rBV 346691 431959 8.51% 0.936%
20 12.904 1834 1839 1840 rBV2 73695 72665 1.43% 0.157%

21 12.927 1840 1843 1856 rVB 257830 344489 6.79% 0.746%
22 13.045 1859 1863 1867 rBV 5221415 5076385 100.00% 10.997%
23 13.957 2014 2018 2036 rVB4 257682 604780 11.91% 1.310%
24 14.104 2037 2043 2046 rBV 2003578 1751104 34.50% 3.793%
25 14.268 2067 2071 2073 rBV 77609 79637 1.57% 0.173%

26 14.574 2119 2123 2125 rBV 145358 157741 3.11% 0.342%
27 14.886 2173 2176 2181 rVB 172279 182794 3.60% 0.396%
28 15.245 2233 2237 2241 rVB 196212 212651 4._.19% 0.461%
29 15.610 2294 2299 2303 rBV 1197629 1517058 29.88% 3.286%
30 15.645 2303 2305 2310 rVB 186428 207053 4.08% 0.449%

31 16.104 2379 2383 2389 rVB 141272 214047 4.22% 0.464%
32 16.639 2470 2474 2479 rVB2 61237 98751 1.95% 0.214%
33 17.745 2658 2662 2669 rVB9 66930 128875 2.54% 0.279%
34 18.033 2703 2711 2732 rBV9 244104 1175086 23.15% 2.546%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117858.D

Aca On 19 Nov 2019 14:42

Operator :© JU

Sample = K5864-02

Misc :

ALS Vial : 8 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 46161534
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF111919\

BF117858.D

19 Nov 2019 14:42

Ju

K5864-02

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF117858.D

6.68

5.53 6.53

7.07

6.92

5.13

7.47

0
Time-->

I
4.50 5.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF117858.D

10.76

11.46
9.96

8.20

9.67 12.7

12.6

0
Time-->

12.00 12.50

10.00

9.50 10.50 11.00 11.50

13.00

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF117858.D

14.10

15.61

18.03

1457 14.89 15.24 64 16.10
14.27 17.74

16.64

Time-->

1
13.50

T
18.00

I
17.00 17.50

16.00 16.50

15.00

15.50

14.00 14.50

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117858.D

Aca On : 19 Nov 2019 14:42

Operator :© JU

Sample - K5864-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 4

R.T. EstConc Area Relative to ISTD R.T.
2.19 11.73 ng 738606 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance Scan 18 (2.193 min): BF117858.D (-11) (-) m/z 73.00 100.00%

n
5000 43
55 87

65 220 230 240 2.50 2.60
0"I""I""I""Illl'l"l""'l""Il'l"I""I""I'"'I""I""I""I""I"' m/z  43.00 37.34%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
e
5000

Abundance #4492: Butane, 2-methoxy-2-methyl-

43 2.20 2.30 2.40 2.50 2.60
7 87 m/z 87.10 26.11%
N NOT TS O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
T
a1 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 55.00 25.01%

29
15 H\ ‘\‘ I \‘

97
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether
3

1 ‘
2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.07%

5000
15 Jl ‘\ , 87 103 130 147

o

o

m/z-->

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117858.D

Aca On : 19 Nov 2019 14:42

Operator :© JU

Sample - K5864-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.13 10.95 ng 689484 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 517 (5.128 min): BF117858.D (-507) (-) m/z 43.00 100.00%
43
59
5000
T PP
ol Wl 288 2T h/; 59.00  60.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL UL
59 480 500 520 540
m/z 101.00 23.41%
31 | g3 101
A L e I B W M LA e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
50
480 500 520 540
5000 M m/z 58.00 15.21%
o 1 A 126 14
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4035: 2,3-Butanedione, monooxime N RAma e
43 4.80 5.00 5.20 5.40
m/z 41.00 9.07%
5000
101
15 58
L | Teo e | .
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117858.D

Aca On : 19 Nov 2019 14:42

Operator :© JU

Sample - K5864-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.68 Concentration Rank 1

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

6.68 61.61 ng 3880710 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 781 (6.681 min): BF117858.D (-777) (-) m/z 132.00 100.00%
5000 68
40 %6 J 640 6.60 6.80 7.00
54 . : :
o Qrer |asus o w/z 68.00 40.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og 116 S A A U R
6.40 6.60 6.80 7.00
m/z 134.00 33.54%
ol 8 7 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 26.52%
41 97
53
I P
ob bl es r0s |y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R N RARE SRR m e
132 6.40 6.60 6.80 7.00
m/z 69.10 16.65%
117
5000
29 91
A A W W
0 |‘|||‘||‘N|‘l|||“||‘=|“i‘:::‘:l‘| —— —— —— B N N S —
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF111319.M Wed Nov 20 16:55:50 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117858.D

Aca On : 19 Nov 2019 14:42

Operator :© JU

Sample - K5864-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.97 2.52 ng 272087 Phenanthrene-d10 11.46
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 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 41
Abundance Scan 1680 (11.969 min): BF117858.D (-1673) (-) m/z 72.95 100.00%
43 60 73
5000
129
7 115 L DL I o S
01 143157171 192 213227 256 1160 11.80 12.00 12.20
0 m/z 43.00 87.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 L DU DU DU B
umnmnmnm
m/z 60.00 85.64%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 1160 1180 12.00 12.20
5000 - 129 m/z 41.00 70 .88%
143157 214
0,,,|,\l,,\lm A
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L B S
43 60 73 11.60 11.80 12.00 12.20
m/z 57.05 66.98%
5000 129
29
‘ 143157171185199 242
O.Fﬁ.k.ﬁt. e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117858.D

Aca On : 19 Nov 2019 14:42

Operator :© JU

Sample - K5864-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.77 4.01 ng 431959 Phenanthrene-d10 11.46
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 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 1816 (12.769 min): BF117858.D (-1811) (-) m/z 72.95 100.00%
43 78
5
5000 129
12.40 12.60 12.80 13.00
Ot m/z 43.05 95.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 LU BRI UL
12.40 12.60 12.80 13.00
185 m/z 60.00 81.13%
143,171 241 284
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
o RN BN IR
12.40 12.60 12.80 13.00
5000 m/z 57.00 76.26%
29
0 ..1.5, A .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid B B e o
43 60 12.40 12.60 12.80 13.00
m/z 55.00 75.83%
5000 129
J‘\' 1431571711851 213 256
(o} A DLy Ve
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 12%0 1£8O 1350 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117858.D

Aca On : 19 Nov 2019 14:42

Operator :© JU

Sample - K5864-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Phenol, 4,4"-(1-methylethyl..._. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.93 3.93 ng 344489 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 98
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 53
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 53
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 52
5 As-Indacen-1(2H)-one, 3,6,7,8-te... 228 C16H200 055591-18-9 42
Abundance Scan 1843 (12.927 min): BF117858.D (-1840) (-) m/z 213.05 100.00%
213
5000 h
6577 % 17 | 28 T3 1060 1300 1330
39 77 107 135 165 197 : : : :
0 ,....',.?.1.,.'...,..|..,.'...|i....,.?‘?2: oo 197 | | w/z 119.00 21.574
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 UL RN N IR
12.60 12.80 13.00 13.20
119 228 m/z 228.10 17.31%
. 5, 65 77 9 107 | 135 152 165
mz> 0 4 6 8 100 130 140 1% 180 200 230
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b'dipyran-2-one, 8,8-dimethyl-
213
12.60 12.80 13.00 13.20
5000 m/z 214.10 16.73%
228

185
28 39 51 69 92103114 128 941 157 171 | 199 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-b]dipyran-2-one, 8,8-dimethyl-
213 12.60 12.80 13.00 13.20
m/z 91.00 12.53%

o

l@

5000

185 228

51 63 77 gg101 128 | 100 |

Ol et e e e e e T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20

%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117858.D

Aca On : 19 Nov 2019 14:42

Operator :© JU

Sample - K5864-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.96 6.91 ng 604780 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 98
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 1-Heneicosanol 312 C21H440 015594-90-8 95

Abundance ‘Scan 2019 (13.963 min): BF117858.D (-2014) (-) m/z 55.00 100.00%

56 8

5000

-

13.60 13.80 14.00 14.20
m/z 57.00 95.81%

126 149,4:181 199 216

o 248 274 302
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69584: Cyclopentadecane

5

5000

13!60 13.I80 14.IOO 14!20
m/z 83.05 90.99%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
56
LSS AR B m e
83 13.60 13.80 14.00 14.20
5000 m/z 43.00 90.69%
29
0 La 126 153 182 209224 252 280
RARARRIEARELY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol R EE R E s
56 13.60 13.80 14.00 14.20
m/z 69.00 89.54%
5000
29 139
ol 167182 210 238 264280 308
 RARARRaEARESY  EEBAEEaEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117858.D

Aca On : 19 Nov 2019 14:42

Operator :© JU

Sample - K5864-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.89 2.41 ng 182794 Perylene-d12 15.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2177 (14.892 min): BF117858.D (-2173) (-) m/z 57.00 100.00%
57
85
5000
113 1460 14.80 15.00 15.20
141 169
ol 1 .l-.ll, LA, 200 197 239299 289309 381 m/z 71.05 72.64%
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
5000 85 L B B BUILE R
mmmmmmmm
0
‘ w1 m/z 43.00 61.32%
oA d Ay [ ass | 7 25
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
' 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 53.70%
29 i 13 14
ol AT 1 109 107 225 253 295 333 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R o
57 14.60 14.80 15.00 15.20
m/z 55.00 24 .09%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 351;0 14|60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117858.D

Aca On : 19 Nov 2019 14:42

Operator :© JU

Sample - K5864-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.24 2.80 ng 212651 Perylene-di12 15.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Eicosane 282 C20H42 000112-95-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 83
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 74
Abundance Scan 2236 (15.239 min): BF117858.D (-2233) (-) m/z 57.00 100.00%
57
5000 85
13 " 15.00 15.20 15.40 15.60
141
ol L1} .U', luly~. 183210 239 269 300 3L | 7z 71.05  68.54%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 L B BN UL B
mmmmmmmm
29 m/z 43.10 64.32%
113
oL LM% 141 160 107 205 268
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #129490: Eicosane
57
85 " 15.00 15.20 15.40 15.60
5000 m/z 85.05 50.95%
113
L2 L J | 1t 160 197 225 p53 282
m/z--> 55 100 1%0 260 2éo 360 3éo
Abundance #215181: 2-methyloctacosane B e B maa M
57 15.00 15.20 15.40 15.60
m/z 55.00 21.81%
5000 85
113
N ] || 77,141 169 107 225 267 205 365 393
m/z--> 55 160 1%0 260 2éo 300 3éo ' 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117858.D

Aca On : 19 Nov 2019 14:42

Operator :© JU

Sample - K5864-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.10 2.82 ng 214047 Perylene-di12 15.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heneicosane. 1l-decvl- 437 C31H64 055320-06-4 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2382 (16.098 min): BF117858.D (-2379) (-) m/z 57.00 100.00%
57
%9 15.80 16.00 16.20 16.40
169 : : : -
ol AL 33050208 258 03w  n7 71.10  73.27%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57
5000 L SRR SN BN B
15.80 16.00 16.20 16.40
99 m/z 43.00 59.41%
ol 264 L] || 144 183 225 267 309 365
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
15.80 16.00 16.20 16.40
5000 m/z 85.05 51.98%
97
ol 26 |, 141 183 225 267 309 351 393 435 491 535574 617
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600
Abundance #223853: Heneicosane, 11-decyl- B R AL B B
57 15.80 16.00 16.20 16.40
m/z 41.00 22.07%
5000
295
99
0 26| | |||, 141 183 225 l 337 435
mz-> 0 5'0 100 1&'30 200 250 300 350 400 450 500 550 600 15.80 16.00 16.20 16.40

8270-BF111319.M Wed Nov 20 16:55:54 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117858.D

Aca On : 19 Nov 2019 14:42

Operator :© JU

Sample - K5864-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknownl18.03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.03 15.49 ng 1175090 Perylene-di12 15.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-n-Heptvl-7-methvl-9-(2.6.6-tri... 368 C26H400 1000216-09-3 46
2 Acethvdrazide. 2-(4-nitrophenvl)... 369 C20H23N304 1000263-97-6 25
3 Endo-2-bornvl carbanilate 273 C17H23N02 006907-15-9 18
4 Pvrimidol4.5-blauinoline-2.4(3H.... 368 C17H9CIN404 310421-72-8 15
5 2,4-Hexadienamide, N-(4-methylph... 201 C13H15NO 1000362-68-5 14
Abundance Scan 2711 (18.033 min): BF117858.D (-2703) (-) m/z 105.00 100.00%
5! 105
367
81 133
175
5000
201, %47 LRI SUNILN SURLE SRR S
e 207 271 297 34 400 17.80 18.00 18.20 18.40
o il m/z 55.00 90.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #195838: 3-n-Heptyl-7-methyl-9-(2,6,6-trimethylcyclohex-1-...
43 109
5000 LB SULILN BN LN B
17.80 18.00 18.20 18.40
m/z 93.00 88.57%
ok
m/z--> 50 100 150 200 250 300 350 400
Abundance #196106: Acethydrazide, 2-(4-nitrophenyl)-N2-(2-pentyloxyb...
43 120
175 1780 18.00 18.20 18.40
5000 m/z 119.00 87 .44%
70 o1
0 \ AhilL | J‘ Mﬁ46 i} |205 233 266 300 339 369 MnWhw/\W“xww/f\\mﬂthwwﬁﬁAm
m/z--> 50 100 150 200 250 300 350 400
Abundance #121981: Endo-2-bornyl carbanilate e RARREEE RS
95 119 17.80 18.00 18.20 18.40
m/z 95.05 86.79%
5000
41 64 1#9
o! 15 P =1 27\3
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111919\
Data File : BF117858.D

Acq On 19 Nov 2019 14:42

Operator : JU

Sample - K5864-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.19 11.7 ng 738606 1 6.92 1259860 20.0
2-Pentanone, 4-hy... 5.13 10.9 ng 689484 1 6.92 1259860 20.0
unknown6 .68 6.68 61.6 ng 3880710 1 6.92 1259860 20.0
n-Hexadecanoic acid 11.97 2.5 ng 272087 4 11.46 2156250 20.0
Octadecanoic acid 12.77 4.0 ng 431959 4 11.46 2156250 20.0
Phenol, 4,4"-(1-m... 12.93 3.9 ng 344489 5 14.10 1751100 20.0
Cyclopentadecane 13.96 6.9 ng 604780 5 14.10 1751100 20.0
Tetradecane, 2,6,... 14.89 2.4 ng 182794 6 15.61 1517060 20.0
Nonadecane 15.24 2.8 ng 212651 6 15.61 1517060 20.0
2-methyloctacosane 16.10 2.8 ng 214047 6 15.61 1517060 20.0
unknown18.03 18.03 15.5 ng 1175090 6 15.61 1517060 20.0
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