LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106877.D
Aca On : 27 Jun 2018 17:35 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
3?22'6 : J3570-04 20180374-AMENDED-COMPOSITE-
ALS Vial : 16 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-BF061918 .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 4.878 429 432 441 rBV 18864 23001 1.01% 0.272%
2 5.231 480 492 494 rBV 1013210 2268387 100.00% 26.778%
3 6.454 697 700 707 rBV 23986 29798 1.31% 0.352%
4 6.595 721 724 733 rBV2 113167 131638 5.80% 1.554%
5 6.731 745 747 751 rBV 43847 34353 1.51% 0.406%

6.954 781 785 788 rBV 296676 254436 11.22% 3.004%
7.107 807 811 815 rVB 802754 717597 31.63% 8.471%
rBv 610136 580564 25.59% 6.853%
7.672 904 907 912 rBV 29275 27809 1.23% 0.328%
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(00]
=
00]
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N

1 8.236 999 1003 1006 rBV 388493 321693 14.18% 3.798%
11 8.378 1023 1027 1034 rBV 51043 78071 3.44% 0.922%
12 9.307 1181 1185 1189 rBV 1066930 1024429 45.16% 12.093%
13 9.383 1194 1198 1201 rBV3 33595 43100 1.90% 0.509%
14 9.701 1247 1252 1257 rBV 141538 144414 6.37% 1.705%
15 9.854 1274 1278 1280 rBV3 23713 25491 1.12% 0.301%
16 9.901 1283 1286 1288 rVB2 27815 27772 1.22% 0.328%
17 9.966 1294 1297 1299 rBV2 24248 25448 1.12% 0.300%
18 9.995 1299 1302 1305 rVB 402183 343664 15.15% 4_057%
19 10.395 1368 1370 1374 rVB2 38177 39063 1.72% 0.461%
20 10.789 1434 1437 1439 rBV3 30611 26772 1.18% 0.316%
21 10.878 1449 1452 1457 rBV2 25587 49259 2.17% 0.581%
22 10.919 1457 1459 1462 rVB 35653 30095 1.33% 0.355%
23 11.354 1530 1533 1540 rVB6 26024 42130 1.86% 0.497%
24 11.489 1552 1556 1559 rBV 387925 349959 15.43% 4.131%
25 12.707 1760 1763 1765 rBV 22472 23673 1.04% 0.279%
26 12.936 1800 1802 1807 rVB 44787 53048 2.34% 0.626%
27 13.071 1821 1825 1828 rBV 902871 770125 33.95% 9.091%
28 13.948 1971 1974 1980 rBV2 54485 63843 2.81% 0.754%
29 14.142 2003 2007 2010 rBV 315495 292513 12.90% 3.453%
30 15.354 2209 2213 2219 rVBS8 15479 31753 1.40% 0.375%
31 15.612 2254 2257 2261 rVV2 30708 43928 1.94% 0.519%
32 15.683 2263 2269 2284 rVB 265664 399473 17.61% 4.716%
33 16.124 2342 2344 2350 rVB6 16544 23178 1.02% 0.274%
34 16.412 2389 2393 2395 rBV2 21152 30055 1.32% 0.355%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106877.D

Aca On 27 Jun 2018 17:35

Operator : Ju/SJ

ﬁ?ggle : J3570-04 20180374-AMENDED-COMPOSITE-
ALS Vial : 16 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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.871 2465 2471 2478 rVB3 26456 51667 2.28% 0.610%
36 17.483 2571 2575 2582 rVB6 25504 48975 2.16% 0.578%

Sum of corrected areas: 8471174
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106877.D

Aca On 27 Jun 2018 17:35

Operator : Ju/SJ

ﬁ?ggle : J3570-04 20180374-AMENDED-COMPOSITE-
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF106877.D

5.23
1000000

800000 ri

7.52
600000

400000
6.95

200000

4.88 a%kﬁ” 7.67
T MRS - S AN S T A

T — T 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: BF106877.D

1000000 13.07

800000

600000

10.00 11.49

400000 8.24

200000

10.40 10120882 11.3

-
13.00

Ot —————————————————————— ——

] T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF106877.D
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600000

400000 14.14
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T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106877.D

Aca On 27 Jun 2018 17:35

Operator : JU/SJ

Sample : J3570-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1

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

5.23 178.31 ng 2268390 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 492 (5.231 min): BF106877.D (-480) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 —
4.80 500 5.20 5.40 5.60
83.1
o...,....,....,....',':...,..~!I,...7.,1;9..,.-...,....-,....,....,....,....,...., m/z 59.10 66.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA R IS I IR
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.10 24 _.73%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 410 m/z 58.00 16.59%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one R e
43.0 4.80 500 5.20 5.40 5.60
m/z 41.10 9.16%
5000
27.0 55.0
120 | 210 830 980
S R R R SR AN ARAR AR RARSA RARAN LARAN AALA RALRS SRS RARRY S L U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106877.D

Aca On 27 Jun 2018 17:35

Operator : Ju/SJ

ﬁ?ggle : J3570-04 20180374-AMENDED-COMPOSITE-
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 6

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

6.73 2.70 ng 34353 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 43
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 9

Abundance Scan 747 (6.731 min): BF106877.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 | | %I'O 6.40 6.60 6.80 7.00
s 1 L L o || I m/z 68.10 40.37%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
/\
5000 DRSS
69.0 6.40 6.60 6.80 7.00
39.0 57.0 m/z 134.00 32.17%
‘ ‘ ‘ 89.0 103.0 ‘
0....,....‘:‘”..‘.“‘ |...‘.|..‘??R...|...‘.|.‘l‘..|1.1.5.9|....| e
m/z--> 30 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 50 ok 6ho 780
5000 ' m/z 66.00 25.94%
31.0 51.0
79.0
e R R RS RS RS LR AR SRR RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine B
132.0 6.40 6.60 6.80 7.00
m/z 69.00 17.02%
97.0
5000
70.0
31.0
0 ‘ 44\. 0 Ly 60‘ \0 ! | 86 0 | 116.0 !
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF061918_.M Thu Jun 28 15:29:45 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106877.D

Aca On 27 Jun 2018 17:35

Operator : Ju/SJ

ﬁ?ggle : J3570-04 20180374-AMENDED-COMPOSITE-
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Triethylene glycol Concentration Rank 3

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

8.38 4.85 ng 78071 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvlene alvcol 150 C6H1404 000112-27-6 90
2 Tetraethvlene alvcol 194 C8H1805 000112-60-7 72
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 50
4 Isopropvl Alcohol 60 C3H80 000067-63-0 42
5 2-Hexanol 102 C6H140 000626-93-7 36

Abundance Scan 1027 (8.378 min): BF106877.D (-1023) (-) m/z 45.00 100.00%
43.0
5000
%0 750 80 550 550 B0 580 5D
o} : m/z 89.00 13.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24164: Triethylene glycol
45.0
5000 RN AR AR N
8.00 820 840 8.60 8.80
m/z 58.00 12.82%
58.0 89.0
ol 15.0 %0 il ﬁo‘mlm01mo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
45.0
VAR AR R AR
8.00 820 840 8.60 8.80
5000 m/z 43.00 9.98%
o 310 580 750 80,00 11901330 163.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- e N R EREEER N
45.0 8.00 820 840 8.60 8.80
m/z 75.00 8.48%
5000
59.0 72.0
31.0 89.0
150 | | 103.0 1190 148.0
m/z--> 10 20 ﬁ 40 50 & % 80 %1%1@1%1%1%1%1& ' 800 820 840 860 8.80
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8270-BF061918_.M Thu Jun

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106877.D

Aca On 27 Jun 2018 17:35

Operator : JU/SJ

Sample : J3570-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 6 1H-Indene, octahydro-2,2,4,... Concentration Rank 8

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

9.38 2.51 ng 43100 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 53
2 2-Octen-1-ol. 3.7-dimethvl- 156 C10H200 040607-48-5 45
3 3-Methvl-2-(2-oxopropv)furan 138 C8H1002 087773-62-4 38
4 Bicvclol3.1.11heptan-3-one. 6.6-... 194 C13H220 1000163-97-9 22
5 1-Nonanol, 9-bromo- 222 C9H19BrO 055362-80-6 14

Abundance Scan 1197 (9.378 min): BF106877.D (-1194) (-) m/z 193.20 100.00%
198.2
41.0 57.0
95.0 123.1
5000
” Bpl rld 9.00 9.20 9.40 9.60 9.80
o} m/z 57.00 66 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69.0 198.0
123.0
41.0
5000 T T T T T T T T T T T T
9.0 9.00 920 9.40 9.60 9.80
0 m/z 69.10 64.68%
ok |2§4|¢| I‘Iw‘l : I‘ l‘ ! I“H\I IHI‘\ - l‘ - | | : | | — | | —— |1|6|5|0| e I‘I |2|O|8|O|
m/z--> 20 40 0 80 100 120 140 160 180 200
Abundance
41.0 69.0
9.00 9.20 9.40 9.60 9.80
0,
5000 95.0 m/z 55.00 64 .04%
123.0
138.0 156.0
S R L S L UL L B S B B
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #17353: 3-Methyl-2-(2-oxopropyl)furan T
57.0 9.00 9.20 9.40 9.60 9.80
m/z 41.00 63.27%
5000 95.0
||| oo
! NS | 11 L N et R EBEAREE e ma
m/z--> 20 40 60 8 100 120 140 160 180 200 9.00 920 9.40 9.60 9.80

28 15:29:46 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106877.D

Aca On 27 Jun 2018 17:35

Operator : Ju/SJ

ﬁ?ggle : J3570-04 20180374-AMENDED-COMPOSITE-
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1-Trimethylsilylpent-1-en-4... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.40 2.27 ng 39063 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 50
2 4-Fluorobenzoic acid. 5-pentadec... 350 C22H35F02 1000280-68-6 47
3 1.4-Hexadiene. 2.3.4.5-tetramethvl- 138 C10H18 051504-54-2 47
4 trans-2-(1-Hvdroxvcvclohexvl)-furan 166 C10H1402 115754-87-5 47
5 Benzene, 1,4-dimethoxy- 138 C8H1002 000150-78-7 43
Abundance Scan 1371 (10.401 min): BF106877.D (-1368) (-) m/z 57.00 100.00%
57.0
5000 85.1 123.1
207.2 LN AU SUNIA B
39 149.1 191.2 10.00 10.20 10.40 10.60 10.80
o} m/z 43.10 55.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne
123.0
5000 AU BRI SRR B
10.00 10.20 10,40 10.60 10.80
43.0 730 9.0 m/z 85.10 43.02%
o.??P”,LM.t‘.ﬂﬂkuﬂ.th,nh..,“.}ﬁgﬂ..,.... S
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
123.0
10,00 10.20 10.40 10.60 10.80
5000 m/z 123.10 38.89%
41.0
95.0
69.0 141.0 210.0
0'|""|""|""|""l""l""l""l""82'(')"|""|2?7'p'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16957: 1,4-Hexadiene, 2,3,4,5-tetramethyl- R B e e
128.0 10.00 10.20 10.40 10.60 10.80
m/z 71.10 38.31%
81.0
5000
55.0
97.0
Ollllll‘ﬁ\ \;‘\lll“llm\ ‘\ Mh:”l:::‘luuuuluuuu|||||||||||||| R R B R
m/z--> 20 40 60 100 120 140 160 180 200 220 10,00 10.20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106877.D

Aca On 27 Jun 2018 17:35

Operator : Ju/SJ

ﬁ?ggle : J3570-04 20180374-AMENDED-COMPOSITE-
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.82 ng 49259 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 72
2 Heptadecane 240 C17H36 000629-78-7 72
3 Tetracosane 338 C24H50 000646-31-1 72
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 72
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
Abundance Scan 1452 (10.878 min): BF106877.D (-1449) (-) m/z 57.00 100.00%
57.0
5000 85.1
1131 1500 2011 10.60 10.80 11.00 11.20
(o} m/z 71.10 65.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59882: Tetradecane
57.0
5000 85.0 L B R AL UL
0.0 1060 1080 1100 1120
' m/z 43.00 65.03%
btk 4, JEE301410 160.0 1900
m/z--> 20 45 eb 80 100 120 140 160 180 200 220 240 260 280 360 320 350
Abundance
57.0
110.60 10.80 11.00 11.20
0
5000 85.0 m/z 85.10 43.60%
29.0

113.0 141.0 169.0196.0  240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane e BRREEEE
57.0 10.60 10.80 11.00 11.20
m/z 41.00 31.74%
5000 85.0
29.0 113.0
0 | 7777 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
Puqnu,unpuq“..””.”..“.””.”..“.””.“..”.””..“.. R RmE e R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106877.D

Aca On 27 Jun 2018 17:35

Operator : Ju/SJ

ﬁ?ggle : J3570-04 20180374-AMENDED-COMPOSITE-
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownll.35 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.35 2.41 ng 42130 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 38
2 Decane. 2-methvl- 156 C11H24 006975-98-0 38
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 38
4 Decane. 5-ethvl-5-methvl- 184 C13H28 017312-74-2 38
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 35
Abundance Scan 1532 (11.348 min): BF106877.D (-1530) (-) m/z 57.05 100.00%
57.0
85.1
111.1
5000 142.0 178.1
20 “ || 213.1 11.00 11.20 11.40 11.60
SN | 1P T m/z 85.10 77.55%
m/z--> 0 20 40 60 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 LRI RN B UV
11.00 11.20 11.40 11.60
29.0 85.0 m/z 43.05 76.41%
o ‘ ‘ Ly 130 1410 183.0
m/z--> 0 20 45 60 85 100 120 140 160 180 200
Abundance
43.0
11.00 1120 11.40 11.60
5000 710 m/z 41.00 75.53%
113.0
0L20 260 95.0 1410156 9
m/z--> O 20 40 60 80 100 120 140 160 180 200
Abundance #71405: Dodecane, 2,6,10-trimethyl- L B o
57.0 11.00 11.20 11.40 11.60
m/z 71.10 58.10%
5000
29.0 85.0
o | [ 130 1550 1830 2060
m/z--> 0 20 45 60 85 160 150 140 160 180 200 1100 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106877.D

Aca On 27 Jun 2018 17:35

Operator : Ju/SJ

ﬁ?ggle : J3570-04 20180374-AMENDED-COMPOSITE-
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 4_.37 ng 63843 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 93
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1974 (13.948 min): BF106877.D (-1971) (-) m/z 57.05 100.00%
57.0
5000 W\/MM
13.60 13.80 14.00 14.20
0 A m/z 55.05 86.29%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 AR L SN UL B
13.60 13.80 14.00 14.20
200 195.0 m/z 43.05 81.24%
ol—— \I‘ I“ H ‘\ \ ‘ “ ‘\\1?4 0i|.8|2 |02100 ; IZ?SI'OI —— |3|56|0
m/z--> 50 200 250 300 350
Abundance
57.0
67.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 79.22%
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecy! ester A Ba T o
43.0 13.60 13.80 14.00 14.20
83.0 m/z 69.05 71.29%
5000
111.0
m/z--> 50 100 150 200 250 300 350 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106877.D

Aca On 27 Jun 2018 17:35

Operator : Ju/SJ

ﬁ?ggle : J3570-04 20180374-AMENDED-COMPOSITE-
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 12 unknownl6.87 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.87 2.59 ng 51667 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 43
N-(3.4.5.6-Tetrahvdro-1.3-thiazi... 192 C10H12N2S 003420-40-4 38
3 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 38
4 7a-l1sopropenvl-4. 5-dimethvloctah... 236 C15H2402 1000192-14-7 37
5 3-Methylthio-2-quinoxalinamine 191 C9HON3S 090349-86-3 35
Abundance Scan 2471 (16.871 min): BF106877.D ( 2465) (-) m/z 191.15 100.00%
5000
'16.60 16.80 17.00 17.20
o} m/z 95.10 48_.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191.0
5000 LI SN B SULRLE B
16.60 16.80 17.00 17.20
123.0 149.0 m/z 81.05 33.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191.0
'16.60 16.80 17.00 17.20
5000 m/z 192.10 29.92%
136.0
41.0 70 106.0 163.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191.0 16.60 16.80 17.00 17.20
103.0 m/z 109.10 24.69%
5000 82.0
570 136.0
| “ ‘ 162.0
1 NSRS S '8 (RN N TN [ — S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106877.D

Aca On 27 Jun 2018 17:35

Operator : Ju/SJ

ﬁ?ggle : J3570-04 20180374-AMENDED-COMPOSITE-
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 13 unknownl7.48 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.48 2.45 ng 48975 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
5-(7a-1sopropenvl-4._.5-dimethvl-o... 288 C20H320 1000193-54-1 25
5-(7a-1sopropenvl-4._.5-dimethvl-o... 290 C20H340 1000193-54-0 16
3 2-Fluoro-5-(trifluoromethvl) ben... 192 C8H4F40 1000342-45-2 11
4 7-Hvdroxv-2.5.8-auinoline trione 191 C9H5N0O4 015544-54-4 11
5 Propenamide, 3-(3-methoxyphenyl)... 191 C11H13NO2 1000259-85-9 10
Abundance Scan 2574 (17.477 min): BF106877.D (-2571) (-) m/z 411.35 100.00%
43.0 191.1 257 2 411.4
95.0 :
131.0
5000
‘ “ 17,20 17.40 17.60 17.80
(o} .... ———— ; m/z 43.00 88.44Y%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #134754: 5-(7a-1sopropenyl-4,5-dimethyl-octahydroinden-4-y...
95.0 191.0
410 149.0
5000 L UL B UL SUM
ﬂ%ﬂ@ﬂmﬂ%
m/z 191.10 83.67%
H 231.0  288.0
0‘ ‘:‘“‘:M IH‘I\I I\I\le |‘|‘||||||||||| :
miz--> 0 50 100 150 200 250 300 350 400
Abundance
191.0
95.0 135.0 A SRR B BN B
. 17.20 17.40 17.60 17.80
5000 41.0 m/z 257.20 79.02%
o 223.0257. 0290.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #54964: 2-Fluoro-5-(trifluoromethyl) benzaldehyde e Lma s m
191.0 17.20 17.40 17.60 17.80
m/z 95.05 73.24%
5000
29.0 75.0 143.0
e L —
miz--> 0 50 100 150 200 250 3m 350 4m ﬂ%ﬂ%ﬂmﬂ%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062718\

Data File : BF106877.D

Acq On 27 Jun 2018 17:35

Operator : JU/SJ

ﬁ?ggle : J3570-04 20180374-AMENDED-COMPOSITE-
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.23 178.3 ng 2268390 1 6.95 254436 20.0
unknown6.73 6.73 2.7 ng 34353 1 6.95 254436 20.0
Triethylene glycol 8.38 4.8 ng 78071 2 8.24 321693 20.0
1H-Indene, octahy... 9.38 2.5 ng 43100 3 10.00 343664 20.0
1-Trimethylsilylp... 10.40 2.3 ng 39063 3 10.00 343664 20.0
Tetradecane 10.88 2.8 ng 49259 4 11.49 349959 20.0
unknownl1l.35 11.35 2.4 ng 42130 4 11.49 349959 20.0
Pentafluoropropio... 13.95 4.4 ng 63843 5 14.14 292513 20.0
unknownl16 .87 16.87 2.6 ng 51667 6 15.68 399473 20.0
unknownl17.48 17 .48 2.5 ng 48975 6 15.68 399473 20.0
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