LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021119\
Data File : BM018767.D

Aca On : 11 Feb 2019 20:52

Operator : JU/SJ

Sample : K1449-04

Misc :

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 M\METHODS\8270-BM021119.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

5.304 370 377 394 rBV 3075506 4540693 19.09% 4._.234%
6.887 638 646 659 rBVY 1889973 3308990 13.91% 3.086%
5846846 9288821 39.05% 8.662%
7.716 780 787 793 rBV 1133514 1818292 7.64% 1.696%
8.028 832 840 856 rBV 4923993 7838500 32.95% 7.310%
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8.881 977 985 1003 rBV 4163739 6901938 29.02% 6.436%
10.504 1253 1261 1268 rBY 1507530 2551120 10.73% 2.379%
12.980 1675 1682 1695 rBV 10573512 15227863 64.02% 14.200%
13.821 1821 1825 1833 rBVY 204144 352666 1.48% 0.329%
14.363 1911 1917 1924 rBV2 2200639 3299865 13.87% 3.077%

=
QO ~NO®

11 15.863 2165 2172 2184 rBV 8905031 12834912 53.96% 11.969%
12 17.115 2380 2385 2391 rVB2 2857353 4077377 17 .14% 3.802%
13 18.009 2533 2537 2542 rBV 700031 936626 3.94% 0.873%
14 18.227 2570 2574 2578 rBV2 468652 585573 2.46% 0.546%
15 19.292 2752 2755 2760 rBV 331197 417048 1.75% 0.389%

16 19.750 2827 2833 2838 rBVY 19508740 23785952 100.00% 22.181%
17 21.009 3044 3047 3052 rVB 502289 553076 2.33% 0.516%

18 21.303 3093 3097 3104 rVB 3823632 4865971 20.46% 4 ._.538%
19 23.568 3476 3482 3495 rVB2 2147189 4051217 17.03% 3.778%

Sum of corrected areas: 107236500
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021119\

BM018767.D

11 Feb 2019 20:52

JussJ

K1449-04

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
2e+07

1.5e+07

le+07

5000000

TIC: BM018767.D

7.25
8.88

7.72 A
A

6.89

10.50

O
Time--> 3

650 7.00 750 800 850 9.00

.50 4.00 4.50

5.00 550 6.00

T
9.50

T I T
10.00 10.50 11.00 11.50

Abundance
2e+07

1.5e+07

le+07

5000000

TIC: BM018767.D

12.98

15.86

14.36

13.82

19.75

oh
Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
2e+07

1.5e+07

le+07

5000000

TIC: BM018767.D

21.30
23.57

21.01

0
Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021119\
Data File : BM018767.D

Aca On : 11 Feb 2019 20:52

Operator : JU/SJ

Sample : K1449-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.25 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.25 102.17 ng 9288820 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6HB80 000930-68-7 11
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 708 (7.251 min): BM018767.D (-698) (-) m/z 132.00 100.00%
132
5000 68
40 % 700 720 740 7.60
54 . . . .
o & e %7 m/z 68.10 49.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 U TSI L L L

7.00 7.20 7.40 7.60
m/z 134.00  33.13%

15 28 39 52 03 77 90 104,

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
R B aay
69 104 7.00 7.20 7.40 7.60
5000 m/z 66.10 31.33%
31 51
0 ‘ [y H Jlos ‘ “ |
i B L I B B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine Emmas n s
132 7.00 7.20 7.40 7.60

m/z 69.05 20.72%

5000

33 44 105
70 “
|

‘ 196, | ?O \‘

I
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021119\
Data File : BM018767.D

Aca On : 11 Feb 2019 20:52

Operator : JU/SJ

Sample : K1449-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.01 4_.59 ng 936626 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 49
Abundance Scan 2537 (18.009 min): BM018767.D (-2533) (-) m/z 73.00 100.00%
7
43
5000
129
97 LD IR SRR SUNRA I
157 185 l 2 256 o83 355 17.60 17.80 18.00 18.20 18.40
o g L L1y 10282 1 283 385 Lo 7760.00 66.32%
m/z--> 50 100 150 200 250 300 350
Abundance #92226: n-Hexadecanoic acid
/73
5000 SRR AR A
ﬂmﬂmmmmmmm
o7 129 256 m/z 43.10 56.14%
o2 L 57 e 213 g
m/z--> 50 100' B '150' B '200' ' "250' ' "300' ' "3éo'
Abundance #83686: Pentadecanoic acid
43 78
17.60 17.80 18.00 18.20 18.40
5000 129 m/z 55.10 54 _.24Y%
H 199 242
157
oL LJII ':’ J‘H MIH\ \\‘\ u\ | ‘18¢) ‘ ——r— ———
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid A B o
78 17.60 17.80 18.00 18.20 18.40
43 m/z 57.10 52.49Y%
5000 129
185 228
Jir ™
0.‘.{.”".“. .‘M.“hl‘ .M“.“l .14;9‘:!-?‘?.‘. ‘|2:.I-1. - ——— ——— S
m/z--> 50 100 150 200 250 300 350 ﬂmﬂmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021119\
Data File : BM018767.D

Aca On : 11 Feb 2019 20:52

Operator : JU/SJ

Sample : K1449-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Lycopodan-5-one, 12-hydroxy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.23 2.87 ng 585573 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lvcopodan-5-one. 12-hvdroxv-15-m... 263 C16H25N02 006900-92-1 95
2 3.5-di-tert-Butvl-4-hvdroxvphenv... 278 C17H2603 020170-32-5 94
3 Lvcopodan-5-one. 12-hvdroxv-15-m... 263 C16H25N02 021061-90-5 89
4 Benzenemethanol. 3.5-bis(l.1-dim... 278 C17H2603 014387-17-8 53
5 Iron, (.eta.-5-cyclopentadienyl)... 263 C15H13FeN 1000164-28-2 43
Abundance Scan 2575 (18.233 min): BM018767.D (-2570) (-) m/z 263.20 100.00%
263
5000 J\\
161
57

91 128 219 18. OO 18 20 18. 40 18. 60
11 191
ol 245 1,280 355 m/z 161.00 33.49%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #96183: Lycopodan-5-one, 12-hydroxy-15-methyl-, (15R)-
190 246263

5000

18.00 18.20 18.40 18.60
m/z 57.10 24 .50%

0 RN N——
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105177: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263

18.00 18 20 18. 40 18.60

5000 m/z 278.20 21.95%
57 147 910
ol 39 | 91110129 | 467185 | 7 o7 { 280
T T R e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #96189: Lycopodan-5-one, 12-hydroxy-15-methyl-, (12.alpha.... R e
190 263 18. OO 18 20 18. 40 18. 60
246 m/z 264.20 16.33%
5000 ﬁ\
0 R N EERE R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18. OO 18 20 18. 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021119\
Data File : BM018767.D

Aca On : 11 Feb 2019 20:52

Operator : JU/SJ

Sample : K1449-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Heneicosyl formate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.01 2.27 ng 553076 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 3047 (21.009 min): BM018767.D (-3044) (-) m/z 83.10 100.00%
57,83 W
5000 111
LN AL SUNIRA B
139 207 20.60 20.80 21.00 21.20 21.40
Ol LA LS 2 20236 281307 355387 430 489 h/7 69.10  92.80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137330: 1-Heneicosyl formate
57 83
5000 UM PRI SRR B
m 20.60 20.80 21.00 21.20 21.40
m/z 57.10 91.61%
o P39167196222 266 294 327
m/z--> 50 100 150 200 250 360 350 400 450 '
Abundance #148859: Trichloroacetic acid, pentadecy! ester
43
83 LN AN SUNIRA B
20.60 20.80 21.00 21.20 21.40
5000 m/z 97.10 77 .42%
111
S e
m/z--> 50 100 150 260 250 300 350 400 450 '
Abundance #106400: 3-Eicosene, (E)- [TT T T[T T[T T [ TT T[T
57 20.60 20.80 21.00 21.20 21.40
83 m/z 55.10 74.82%
5000
29 111
0 ] | | 1139167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400 450 ' 20,60 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM021119\
Data File : BM018767.D

Acq On : 11 Feb 2019 20:52

Operator : JU/SJ

Sample : K1449-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .25 7.25 102.2 ng 9288820 1 7.72 1818290 20.0
n-Hexadecanoic acid 18.01 4.6 ng 936626 4 17.12 4077380 20.0
Lycopodan-5-one, ... 18.23 2.9 ng 585573 4 17.12 4077380 20.0
1-Heneicosyl formate 21.01 2.3 ng 553076 5 21.30 4865970 20.0

8270-BM021119.M Tue Feb 12 16:29:00 2019 Page: 7



