LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO11619\

Data File : BM018587.D

Aca On - 16 Jan 2019 17:26 Instrument :

Operator : JU/SJ (B.‘,ll\:gﬁ’;ﬂSam ol

3‘?”‘0'6 : K1149-01 SW001-1901p14-01
isc :

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 M\METHODS\8270-BM010919 .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 5.334 375 382 400 rBV 891905 1456166 15.81% 3.497%
2 6.922 644 652 662 rBVY2 604094 1150133 12.48% 2.762%
3 7.281 705 713 725 rBVY 1715089 2791347 30.30% 6.703%
4 7.746 784 792 800 rBV 408285 656463 7.13% 1.576%
5 8.063 839 846 853 rBY 1451434 2372727 25.76% 5.697%
6 8.193 862 868 876 rVB 72872 119034 1.29% 0.286%
7 8.522 918 924 930 rBV2 105325 180529 1.96% 0.433%
8 8.910 983 990 999 rBVY 1171359 1947361 21.14% 4_.676%
9 10.540 1259 1267 1271 rBV 536651 933392 10.13% 2.241%
10 10.587 1271 1275 1282 rVB 408491 667241 7.24% 1.602%

11 13.010 1680 1687 1696 rBV 3370192 4825266 52.38% 11.586%
12 13.275 1726 1732 1740 rBV 169677 262573 2.85% 0.630%
13 14.263 1891 1900 1912 rVB 72860 199817 2.17% 0.480%
14 14.392 1916 1922 1929 rBV2 794439 1280844 13.90% 3.076%
15 15.504 2107 2111 2115 rBV 85640 108018 1.17% 0.259%

16 15.886 2170 2176 2184 rBV 3049561 4304711 46.73% 10.336%
17 17.145 2384 2390 2395 rBV 1209403 1670150 18.13% 4._.010%
18 18.033 2536 2541 2552 rBV 307670 550966 5.98% 1.323%
19 19.315 2755 2759 2767 rBV3 193416 297301 3.23% 0.714%
20 19.774 2832 2837 2843 rBV 7301381 9212197 100.00% 22.120%

21 21.033 3049 3051 3056 rVvB2 166947 178275 1.94% 0.428%
22 21.339 3098 3103 3108 rBV 2217812 2752479 29.88% 6.609%

23 22.515 3300 3303 3308 rVB 302850 409350 4.44% 0.983%
24 23.615 3484 3490 3500 rVB2 1678842 3319805 36.04% 7.971%

Sum of corrected areas: 41646145
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011619\

Data File : BM018587.D

Aca On : 16 Jan 2019 17:26

Operator : JU/SJ

ﬁ?ggle i K1149-01 SW001-190114-01
ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018587.D
7000000

6000000
5000000
4000000
3000000

2000000
7.28 8.06
8.91

5.33
1000000 6.92

I I I
10.00 10.50 11.00 11.50

7.75
A 8.19 8,.\52

O B R B e L T e S S L oS S A S

T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM018587.D

1977
7000000

6000000
5000000

4000000

13.01
15.89
3000000

2000000
17.14
1000000 14.39

18.03 .
13.27 14,;0@ 15.50 {\ 9% L“’"’

~
L —

. R S e s =

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018587.D

7000000
6000000
5000000
4000000
3000000 21.34

23.62

2000000

22.52
1000000 21.03

e

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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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011619\

BM018587.D

16 Jan 2019 17:26

JU/SJ

K1149-01 SW001-190114-01
12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 unknown7.28 Concentration Rank 1

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

7.28 85.04 ng 2791350 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 713 (7.281 min): BM018587.D (-705) (-) m/z 132.00 100.00%
32
5000
68
© s [l 2g V106117 o1 208 700 7.20 7.40 7.60
Ottt bl g8 L BT 191 209 1 sz 68.10 34.87%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL L I IR
7.00 7.20 7.40 7.60
2 51 m/z 134.00 32.17%
0"Lﬂ”!w'l'bﬂj?'”'l“"'l"“I""I”"I""I”"
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
32
700 7.20 7.40 7.60
5000 67 m/z 66.10 23.58%
41 97
53
A
oL ...“i“. .“.‘. f““l‘.‘.“l‘ .‘ﬁ |].-0.7. "‘I ; .H. L I B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl R A ma R
57 132 7.00 7.20 7.40 7.60
24 m/z 69.05 15.32%
5000 og 16
ol ,...‘n,u‘..wh i pMM.‘ﬁ,. N S ..,.1??., .
m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011619\
BMO18587.D

16 Jan 2019 17:26

Ju/sJ

K1149-01

12 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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

3 Metacetamol

Concentration Rank 4

SW001-190114-01

R.T. EstConc Area Relative to ISTD R.T.
13.27 4.10 ng 262573 Acenaphthene-d10 14.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Metacetamol 151 C8H9NO2 000621-42-1 53
2 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 53
3 1-(1.2.3-Trimethvl-cvclopent-2-e... 152 C10H160 070987-81-4 45
4 2.4-Heptadienal. 2.4-dimethvl- 138 C9H140 042452-48-2 43
5 6,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 38

Abundance Scan 1731 (13.269 min): BM018587.D (-1726) (-) m/z 43.10 100.00%
43 109
151
5000
| 5760 8 1 160 | 13.00 13.20 13.40 13.60
ol lly ] 87 gl 23287 L 109207 066710 86. 15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23671: Metacetamol
109
5000 151 L SR UL BN UL
13.00 13.20 13.40 13.60
43 - m/z 151.10 60.49%
ol 15 27 54 65 91 | 122 135
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23797: 3-Pyridinol, 4-methyl-, acetate (ester)
43 109
| 13.00 13.20 13.40 13.60
5000 m/z 41.05 25.36%
80
151
‘ 91 123
0"'|”"h“N'|”"N““'|”M'N”"|“"|”"|“"|“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24131: l—(l,2,3—Trimethyl—cyclopent—Z—enyl)—Ethanone TT T[T T T T[T T T T[T T T [TTTT
109 13.00 13.20 13.40 13.60
m/z 85.10 17.24%
5000
67
43
Loz % e | 152
mz-> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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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 M\DATA\BMO011619\

BM018587.D

16 Jan 2019 17:26

JU/SJ

K1149-01 SW001-190114-01
12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
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 1,6-Anhydro-.beta.-D-glucop... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.26 3.12 ng 199817 Acenaphthene-d10 14.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-.beta.-D-alucopvrano... 162 C6H1005 000498-07-7 86
2 Butanoic acid 88 C4H802 000107-92-6 52
3 Heptanoic acid 130 C7H1402 000111-14-8 50
4 Ethvl _beta.-d-riboside 178 C7H1405 1000126-95-4 50
5 D-Allose 180 C6H1206 002595-97-3 47

Abundance Scan 1900 (14.263 min): BM018587.D (-1891) (-) m/z 60.00 100.00%
0
5000 H“N*,‘ﬂMJ~ﬁ«v/\\\uv\Nvuw\Nww
43 h LA DRI BN BURRUR AR
85 98 119 14.00 14.20 14.40 14.60
ol 1% 191 208 m/z 57.00 39.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
5000 L UL B BULLA I
73 14.00 14.20 14.40 14.60
29 m/z 73.00 32.59%
43
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1989: Butanoic acid
60
14.00 14.20 14.40 14.60
5000 m/z 43.00 24 .53%
73
27 41
0 ”%z'M'“W"“”"'Iﬁg'l'”'I"”I"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12981: Heptanoic acid L T e B
60 14.00 14.20 14.40 14.60
m/z 56.10 19.04%
73
5000
87
s ‘H u L O gy
m/z--> 20 40 8IO 1(')0 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018587.D

Aca On : 16 Jan 2019 17:26

Operator : JU/SJ

ﬁ?ggle i K1149-01 SW001-190114-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.03 6.60 ng 550966 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Dodecanoic acid 200 C12H2402 000143-07-7 70
5 Undecanoic acid 186 C11H2202 000112-37-8 70
Abundance Scan 2540 (18.027 min): BM018587.D (-2536) (-) m/z 73.10 100.00%
43 78
5000 129 _~AMKH_-_V,A~j\\~v~,vw‘~_wua
213 B R st
143107171185 99 | 5p7 256 - 17.80 18.00 18.20 18.40
(o} m/z 43.10 87 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
60
5000 LR B SULILLN UL B
ﬂmmmmmmm
m/z 41.10 78.82%
129 256
0 LS e s Prmsnmesionts
m/z--> 26 4b eb 80 160 150 150 160 180 200 220 240 2éo 2éo
Abundance #65565: Tridecanoic acid
78
435 "' 17:80 18.00 18.20 1840
5000 - 129 m/z 60.05 75 .43%
143157 214
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
78 17.80 18.00 18.20 18.40
43 m/z 55.05 71.29%
5000
29
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO011619\

Data File : BM018587.D

Aca On : 16 Jan 2019 17:26

Operator : JU/SJ

ﬁ?ggle i K1149-01 SW001-190114-01
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 6 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.32 2.16 ng 297301 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 60
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 58
Abundance Scan 2760 (19.321 min): BM018587.D (-2755) (-) m/z 73.05 100.00%
19.00 19.20 19.40 19.60
0! m/z 43.10 97.13%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/8 73
5000 129 AR AR B PR
19. oo 19 20 19. 40 19.60
97 185 o 234 m/z 60.00 86.57%
0! 15 n 157 | ] 12:!'3 L I 265
m/z--> 50 100 150 260 2%0 360 3éo
Abundance #75072: Tetradecanoic acid
78
43 RN ISR B
19.00 19.20 19.40 19.60
5000 129 m/z 41.10 80.81%
185
H 228
0 ,15,1\, Al m Jn e A . N
m/z--> 50 150 200 250 300 350
Abundance #65566: Tridecanoic acid e AREEEEEaSEE
78 19.00 19.20 19.40 19.60
m/z 55.05 71.80%
43
5000
129
‘ 171 514
0 .1§‘.£'u ”\th‘ . ‘H‘ J 1195 jl S .
m/z--> 50 m 150 200 250 300 350 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018587.D

Aca On : 16 Jan 2019 17:26

Operator : JU/SJ

Sample : K1149-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

SW001-190114-01

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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

7 2,6,10,14,18,22-Tetracosahe. ..

Relative to ISTD

Concentration Rank 6

R.T. EstConc Area
22.52 2.47 ng 409350
Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 2.6.10.14.18.22-Tetracosahexaene. ..
2 Saualene

3 Docosa-2.6.10.14.18-pentaen-22-a. ..
4 2.6.10.14-Hexadecatetraenoic aci...
5 7,11-Dimethyldodeca-2,6,10-trien. ..

410 C30H50
410 C30H50
384 C27H440
332 C22H3602
208 C14H240

000111-02-4 87
007683-64-9 83
1000163-04-7 78
024035-35-6 72
125529-10-4 64

Abundance Scan 3304 (22.521 min): BM018587.D (-3300) (-) m/z 69.10 100.00%
69
5000 J
T o 520 2350 28
175 208236 267 345375403 461 ' ' : '
obrrbarid ." |1 ei236 707, 300 SA0SI5AS 2 A% 5% ‘m/z 81.10 54.80%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 LA L L L L L B LB L |
a1 22.20 22.40 22.60 22.80
m/z 41.10 23.51%
121, 49
bk g b g LI 298 201 273300 301368 ar0
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158503: Squalene
69
L
22.20 22.40 22.60 22.80
5000 m/z 95.10 18.18%
41
109137
o Ll 193] 164191 231 273300 341368 410
e e i b LS
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... T
69 22.20 22.40 22.60 22.80
m/z 137.10 16.46%
- I VVWJ\W
oht i \Jt [y 1% 192 231 273 315 356334
T T T T T T e T e e T e e L
miz--> 50 100 150 200 250 300 350 400 450 500 550 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO11619\

Data File : BM018587.D

Acq On : 16 Jan 2019 17:26

Operator : JU/SJ

3?22'6 i K1149-01 SW001-190114-01
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .28 7.28 85.0 ng 2791350 1 7.75 656463 20.0
Metacetamol 13.27 4.1 ng 262573 3 14.39 1280840 20.0
1,6-Anhydro-.beta... 14.26 3.1 ng 199817 3 14.39 1280840 20.0
n-Hexadecanoic acid 18.03 6.6 ng 550966 4 17.15 1670150 20.0
Octadecanoic acid 19.32 2.2 ng 297301 5 21.34 2752480 20.0
2,6,10,14,18,22-T... 22.52 2.5 ng 409350 6 23.62 3319810 20.0
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