LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095970.D
Aca On : 16 Jun 2017 22:59 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 13681-01 RO-272031-72-11978-COMP.
ALS Vial : 21 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:\HPCHEM1I\BNA F\METHODS\8270-BF060517.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

4.522 495 499 517 rBV2 51984 160313 7.80% 1.019%
5.216 614 617 654 rBvY 786497 1652530 80.35% 10.504%
rBv 997291 1555999 75.66% 9.891%
6.981 913 917 937 rVB 1240880 1956786 95.15% 12.438%
7.322 971 975 991 rVB 302157 416623 20.26% 2.648%
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7.557 1010 1015 1034 rBV 1035962 1373943 66.81% 8.734%
8.239 1127 1131 1151 rBV 678675 1023732 49.78% 6.507%
rBv 407357 566115 27.53% 3.599%
11.133 1617 1623 1637 rBV 1615869 2056577 100.00% 13.073%
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1 11.827 1737 1741 1751 rBV 218907 295630 14.37% 1.879%
11 12.168 1795 1799 1805 rBV2 476653 597356 29.05% 3.797%
12 12.215 1805 1807 1814 rVB2 18419 21932 1.07% 0.139%
13 13.027 1940 1945 1951 rVB 23587 27900 1.36% 0.177%
14 13.468 2015 2020 2035 rBV 643943 973267 47.32% 6.187%
15 13.798 2071 2076 2084 rVB 23925 32859 1.60% 0.209%
16 14.562 2202 2206 2223 rVB 365912 511220 24.86% 3.250%
17 15.586 2376 2380 2395 rBV2 60438 88735 4_.31% 0.564%
18 16.692 2564 2568 2581 rBV3 28524 49424 2.40% 0.314%
19 16.939 2605 2610 2617 rVB 1156419 1354714 65.87% 8.611%
20 18.203 2820 2825 2835 rBV2 41234 78837 3.83% 0.501%

21 18.286 2835 2839 2849 rVvVv 295154 400124 19.46% 2.543%
22 19.956 3119 3123 3133 rBV 306871 414444 20.15% 2.634%

23 20.468 3200 3210 3216 rBV 27831 71841 3.49% 0.457%

24 20.785 3261 3264 3267 rVB5 17577 23739 1.15% 0.151%

25 21.650 3407 3411 3420 rVBS8 12671 27164 1.32% 0.173%
Sum of corrected areas: 15731804
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\

Data File : BF095970.D

Aca On : 16 Jun 2017 22:59

Operator : SJ/MA

ﬁ?ggle : 13681-01 RO-272031-72-11978-COMP
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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: BF095970.D
1500000
6.98
7.56
1000000 6.90
5.22
8.24
500000
7.32
4.52
o= " S P ——— S ———
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF095970.D
1113
1500000
1000000
13.47
500000 12.17
9.35 14.56
11.83
o 10.22 13.03 13.80 15.59
Time--> 950 10.00 1050 11.00 1150 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50
Abundance TIC: BF095970.D
1500000
16.94
1000000
500000
18.29 19.96
69 18. 20.47 20.79 21.65
O o o e B e e e B B B e e e R e
Time--> 17.00 17.50 18.00 18,50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\

Data File : BF095970.D

Aca On : 16 Jun 2017 22:59

Operator : SJ/MA

ﬁ?ggle : 13681-01 RO-272031-72-11978-COMP
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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.

4.52 7.70 ng 160313 1,4-Dichlorobenzene-d4 7.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Ethanone. 1-(2-methvilcvclopropvIl)- 98 C6H100 000930-56-3 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Propanamide. N-ethvl- 101 C5H11NO 005129-72-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 499 (4.522 min): BF095970.D (-495) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 SNBSS SRR RN
| 83.0 | 420 4.40 4.60 4.80
SRS 1 NSNS i | S, & G — m/z 59.10 66.10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L UL I I
59.0 420 440 460 480
0
150 a0 1010 m/z 101.00 21.71%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
55,0 %0 4k abo 480
5000 m/z 58.00 18.19%
270 83.0
15.0 650 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl- ——
43.0 420 4.40 4.60 4.80
m/z 41.00 11.00%
5000
101.0
15.0 270 6.0 71.0
"w"'w"HM'"w“l'w"{'w"'h"'wgqgw"'W"'w "P"W"”IM'”I'”'I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\
Data File : BF095970.D

Aca On : 16 Jun 2017 22:59

Operator : SJ/MA

Sample : 13681-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2 unknown6.98 Concentration Rank 1

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

6.98 93.94 ng 1956790 1,4-Dichlorobenzene-d4 7.32
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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 917 (6.981 min): BF095970.D (-913) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 500 || a0 5° J S R SN
e e m/z 68.10 37 .55%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SR A L S
6.60 6.80 7.00 7.20 7.40
310 510 m/z 134.00 31.94%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 66.05 22.24%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e
57.0 132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 14 .39%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40

8270-BF060517.M Mon Jun 19 18:12:13 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\

Data File : BF095970.D

Aca On : 16 Jun 2017 22:59

Operator : SJ/MA

ﬁ?ggle : 13681-01 RO-272031-72-11978-COMP
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.59 3.47 ng 88735 Phenanthrene-d10 14.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 80
2 Undecanoic acid 186 C11H2202 000112-37-8 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 58
4 Oxalic acid. cvclobutvl dodecvl ... 312 C18H3204 1000309-70-3 22
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 14
Abundance Scan 2381 (15.592 min): BF095970.D (-2376) (-) m/z 73.00 100.00%
431 730
5000 1291
213.2 A AU BRI B
| H || 149.1 171.0 | 256, 1520 1540 15.60 15.80 16.00
SN . | ,!'...,....,....,-..'..' A2 2 | Tm/z 43.10  87.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
43.0
5000
129.0 15.20 15.40 15.60 15.80 16.00
‘ 171.0 214.0 m/z 60.00 83.96%
189\,\”,””,\ ‘ , h‘\ Hm ol 1490 \ T U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
41.0 15:20 15.40 15.60 15.80 16.00
5000 m/z 57.10 75.62%
85.0 129.0
110.0 1570 1860
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39470: n-Decanoic acid
60.0 15.20 15.40 15.60 15.80 16.00
m/z 41.10 66.94%
41.0
5000 129.0
172.0
ek L h N0 L weo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\

Data File : BF095970.D

Aca On : 16 Jun 2017 22:59

Operator : SJ/MA

ﬁ?ggle : 13681-01 RO-272031-72-11978-COMP
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.69 2.47 ng 49424 Chrysene-di12 18.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 59
4 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 14
5 Oxalic acid, allyl tetradecyl ester 326 C19H3404 1000309-24-2 14
Abundance Scan 2568 (16.692 min): BF095970.D (-2564) (-) m/z 73.00 100.00%
55.1 73.0
5000
97.0 129.0
1 “ ‘l | 185.1 241.2 16.40 16.60 16.80 17.00
A s A m/z 55.10 86.75%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #84455: Tetradecanoic acid
73.0
5000 430 129.0
185.0 16.40 16.60 16.80 17.00
o0 ' 2280 m/z 43.10  79.65%
.‘i”...‘h.u».‘. N C N -
m/z--> 20 100 120 140 160 180 200 220 240
Abundance
430 | 730
16.40 16.60 16.80 17.00
5000 129.0 m/z 60.00 79.04%
171.0
97.0 214.0
15.0 152.0 195.0
m/z--> 25 4b eb 85 160 150 150 1éo 180 200 250 250
Abundance #39470: n-Decanoic acid ...,....,....,.A...,....
60.0 16.40 16.60 16.80 17.00
m/z 57.10 75.01%
41.0
5000 129.0
172.0
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\

Data File : BF095970.D

Aca On : 16 Jun 2017 22:59

Operator : SJ/MA

ﬁ?ggle : 13681-01 RO-272031-72-11978-COMP
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.20 3.94 ng 78837 Chrysene-di12 18.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 94
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 Behenic alcohol 326 C22H460 000661-19-8 87
Abundance _ Scan 2824 (18.197 min): BF095970.D (-2820) (-) m/z 57.05 100.00%
210 970
5000
; 17.80 18.00 18.20 18.40 18.60
I — m/z 55.00 90.09%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol

57.0 97.0

5000 T T

17.80 18.00 18.20 18.40 18.60
m/z 43.05 89.86%
u ‘ | ‘\m [ 1810222026403060 __378.0
AR 550222026403060 3780

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
43.0
e R EEEEE R
17.80 18.00 18.20 18.40 18.60
5000 83.0 m/z 83.10 89.29%
125.0
167.0 210.0 267.0307.0 490.0
L WL 2 e e e e B B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane
7.0 17.80 18.00 18.20 18.40 18.60
70 m/z 69.00 83.43%

5000

15. | “l 139.0 1960  269.0 3200

m/z--> 0 50 100 150 200 250 300 350 400 450 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061617\

Data File : BF095970.D

Aca On : 16 Jun 2017 22:59

Operator : SJ/MA

ﬁ?ggle : 13681-01 RO-272031-72-11978-COMP
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown20.47 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.47 3.47 ng 71841 Perylene-di12 19.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Anthracenvloxirane 220 C16H120 052643-86-4 16
2 7a-l1sopropenvl-4._.5-dimethvloctah... 236 C15H2402 1000192-14-7 12
3 Ambrein 428 C30H520 1000292-95-3 11
4 Silane. 1.3-decadivnvltrimethvl- 206 C13H22Si 084751-17-7 10
5 Pyrido[3,4-d]pyrimidine-2,4(1H,3... 191 C9HIN302 022389-83-9 10
Abundance Scan 3210 (20.468 min): BF095970.D (-3200) (-) m/z 191.05 100.00%
1
5000 231.2 ﬁﬂﬁ
20.20 20.40 20.60 20.80
A8 w/z 69.00  52.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #77650: 2-Anthracenyloxirane
191.0
5000 HRRUARRR BN B
95.0 20.20 20.40 20.60 20.80
‘ m/z 95.10 48 .45%
63.0 151. 221.0
: |“‘|“‘|‘M|‘|‘ﬁu — ihﬂl‘ml\l‘ |“‘|‘|“|| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
1350 19LO
41.0 2020 20.40 20.60 20.80
5000 93.0 m/z 43.10 47 . 47%
236.0
miz-> 50 100 150 200 250 300 350 400
Abundance #221782: Ambrein L Bt
69.0 03.0 20.20 20.40 20.60 20.80
m/z 177.15 46 .80%
09.0
5000 149.0
— IHI\ ’{ . f] "‘il‘ \Ihll X i “: ‘\I ‘It IZISZC?ZISZ? ——T — |39|‘5|0| .
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF061617\

Data File : BF095970.D

Acq On : 16 Jun 2017 22:59

Operator : SJ/MA

3?22'6 - 13681-01 RO-272031-72-11978-COMP
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4 .52 7.7 ng 160313 1 7.32 416623 20.0
unknown6 .98 6.98 93.9 ng 1956790 1 7.32 416623 20.0
Tridecanoic acid 15.59 3.5 ng 88735 4 14.56 511220 20.0
Tetradecanoic acid 16.69 2.5 ng 49424 5 18.29 400124 20.0
1-Heptacosanol 18.20 3.9 ng 78837 5 18.29 400124 20.0
unknown20.47 20.47 3.5 ng 71841 6 19.96 414444 20.0
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