LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13100-04 UGl e
Misc i MW-2A-051017
ALS Vial : 6 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-BF050217 .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

4.989 516 519 530 rBV 73914 157624 5.00% 0.624%

1

2 5.354 577 581 590 rBV 31468 59037 1.87% 0.234%
3 5.648 628 631 655 rBv 424415 1077691 34.20% 4._.265%
4 6.413 758 761 771 rVB 35346 51324 1.63% 0.203%
5 6.878 834 840 849 rBV 33127 56515 1.79% 0.224%

7.219 894 898 902 rBV 114975 144225 4._.58% 0.571%
7.260 902 905 918 rvv 240392 621512 19.72% 2.460%
rvv. 1494381 2387137 75.76% 9.447%
7.436 932 935 949 rVB 201406 267350 8.48% 1.058%
7.701 976 980 989 rBV 429518 543902 17.26% 2.152%

O © o~ O
\l
W
o
o
©
=
0
©
N
N
©
W
N

11 7.936 1015 1020 1024 rBV 1735853 2037418 64.66% 8.063%
12 7.972 1024 1026 1034 rVB 96083 116027 3.68% 0.459%

13 8.125 1047 1052 1062 rVB2 34771 53329 1.69% 0.211%
14 8.236 1062 1071 1077 rBV2 39549 88571 2.81% 0.351%
15 8.466 1106 1110 1113 rBV 56904 60665 1.93% 0.240%
16 8.501 1113 1116 1121 rVB 36325 37699 1.20% 0.149%

17 8.566 1124 1127 1129 rVV 105226 116145 3.69% 0.460%
18 8.601 1129 1133 1151 rVB2 1315326 1827692 58.00% 7.233%
19 8.948 1188 1192 1196 rBV 72246 87355 2.77% 0.346%
20 8.989 1196 1199 1207 rVB 80964 105700 3.35% 0.418%

21 9.224 1235 1239 1246 rVB 81723 106602 3.38% 0.422%
22 9.319 1251 1255 1258 rVV 109751 140155 4._.45% 0.555%

23 9.342 1258 1259 1267 rVB 59863 61495 1.95% 0.243%
24 9.719 1315 1323 1331 rBV 518405 774580 24 .58% 3.065%
25 9.824 1337 1341 1345 rBV2 40369 53018 1.68% 0.210%
26 11.048 1543 1549 1554 rVv2 38804 57768 1.83% 0.229%
27 11.495 1619 1625 1636 rBV 2507914 3035386 96.33% 12.012%
28 11.818 1676 1680 1694 rVB4 14569 35088 1.11% 0.139%

29 12.195 1740 1744 1754 rBV 72638 117335 3.72% 0.464%
30 12.548 1799 1804 1817 rBV2 603672 836234 26.54% 3.309%

31 13.842 2019 2024 2047 rBV 1223138 1887728 59.91% 7.471%
32 14.954 2206 2213 2226 rBV 540315 846766 26.87% 3.351%
33 15.353 2277 2281 2296 rBV 517641 827952 26.28% 3.277%
34 15.918 2373 2377 2386 rBV2 120328 168907 5.36% 0.668%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.012 2558 2563 2578 rBV 677531 1101829 34.97% 4 _.360%

36 17.124 2579 2582 2588 rVB2 24566 38348 1.22% 0.152%
37 17.283 2603 2609 2612 rBV 2478331 3151078 100.00% 12.470%
38 18.083 2741 2745 2750 rBV 23808 33898 1.08% 0.134%
39 18.336 2784 2788 2797 rBV 300116 466541 14.81% 1.846%
40 18.530 2816 2821 2828 rBV10 22028 43590 1.38% 0.173%

41 18.624 2833 2837 2845 rBVY 548378 732462 23.24% 2.899%
42 19.465 2975 2980 2991 rBV 118182 242519 7.70% 0.960%
43 20.294 3117 3121 3132 rBVY 345604 554711 17.60% 2.195%
44 20.471 3147 3151 3160 rBVY 34230 58060 1.84% 0.230%

Sum of corrected areas: 25268968
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance -
2500000 TIC: BF095113.D

2000000
7.94
7.36

1500000
8.60

1000000

500000 5.65 7.70

7.200 44
7

535 641  6.88 § p048! ey

e St T A e e e A R e B e e

I | I T I [N I I I
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: BF095113.D
2500000 1149

NN

2000000

1500000
13.84

1000000

9.72 1255 14.95 1535

500000

15.92
.82 11.05 L 1182 1219 i

Time-->  9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF095113.D
250000 17128

2000000
1500000

1000000

17.01
18.62

500000
18.34 20.29

19.46
7.1 18.08 |\ 18. [ 20.47

R e T L e A B L L

Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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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:\HPCHEMI\BNA F\DATA\BF051217\
BF095113.D

12 May 2017 15:49

SJ/MA

13100-04

MW-2A-051017

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 8

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

4.99 5.80 ng 157624 1,4-Dichlorobenzene-d4 7.70
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 519 (4.989 min): BF095113.D (-516) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.0 SAREENARRERARRE RS
| 83.0 460 4.80 5.00 5.20 5.40
ot e m/z 59.10 55.82%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR A R LS
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.00 21.49%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance
43.0
570 460 480 500 520 5.40
5000 m/z 58.00 13.81%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime A e A
43.0 460 4.80 5.00 5.20 5.40
m/z 41.00 8.44%
5000
101.0
150 310 | %80 g9 g0
m/z--> 10 ' ' 40 50 ' 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Benzene, propyl- Concentration Rank 19

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

6.88 2.08 ng 56515 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 87
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 64
3 Propanenitrile. 3-I(phenvimethvl... 160 C10H12N2 000706-03-6 59
4 N-(Benzvloxvcarbonvloxv)succinimide 251 C12H13NO5 013139-17-8 37
5 Hydroxylamine, O-(phenylmethyl)- 123 C7HONO 000622-33-3 37

Abundance Scan 840 (6.878 min): BF095113.D (-834) (-) m/z 91.00 100.00%
91.0
5000
120.0
39.0 650 | 6.60 6.80 7.00 7.20
o et e e ey | M7z 120.00  27.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9406: Benzene, propyl-
91.0
5000
6.60 6.80 7.00 7.20
120.0 m/z 92.00 13.00%
150 390 6§-0 |
I L I I W S R SRS B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0 M
120.0 U R L R L
6.60 6.80 7.00 7.20
5000 m/z 65.00 10.29%
65.0
0 39.0 165.0 209.0
UL SURRELS SURLLS SURELILS S S L UL SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #30723: Propanenitrile, 3-[(phenylmethyl)amino]- A
91.0 6.60 6.80 7.00 7.20
m/z 39.00 7.27%
5000 120.0
a20 %0 160.0
0:::::::“::‘:‘: T8 S ‘::‘l:||||‘||||||||”||||||||||||
m/z--> 20 40 60 8 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.36 Concentration Rank 1

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

7.36 87.78 ng 2387140 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 922 (7.360 min): BF095113.D (-918) (-) m/z 132.00 100.00%
132.0
5000 68.1 fk
960 TITTTTT T T T T T T T T
400 540 7.00 7.20 7.40 7.60
o S v s a1 VN <X NP € =X I | m/z 68.10 37.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I L SR L
7.00 7.20 7.40 7.60
2.0 510 m/z 134.00 32.81%
0'w'“'w'“l”'“'“'M'“l”'h“'w'“'w'“l“'w'“'w'“l“"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.00 7.20 7.40 7.60
5000 67.0 m/z 66.05 22.82%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.00 7.20 7.40 7.60
m/z 69.10 15.04%
5000
104.0
ol 140 270 390 510 000770 g90 || uso ‘\
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Benzene, 1,2,4-trimethyl- Concentration Rank 6

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

7.44 9.83 ng 267350 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Mesitvlene 120 C9H12 000108-67-8 93
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 83
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 80

Abundance Scan 936 (7.442 min): BF095113.D (-932) (-) m/z 105.05 100.00%
105.1
5000 120.1
390.0 510 g3 /70 910 7.20 7.40 7.60 7.80
Ol et e el el | m/Z 120.10 46.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0
120.0
5000 HR UL S R I
7.20 7.40 7.60 7.80
770 m/z 119.05 12.78%
27.0 410 510 g50 ‘- 91‘.0 ‘ |
o) E— |||‘| SO I Y SETTR o ”IN S TR |H|| R ‘|||| :
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105.0
120.0 7.20 7.40 7.60 7.80
5000 m/z 77.00 10.51%
150 270 390 510 g50 (70 910
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105.0 7.20 7.40 7.60 7.80
m/z 106.10 9.62%
120.0
5000
150 270 390 510 eso TR 90 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 7 Indane Concentration Rank 9

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

7.97 4.27 ng 116027 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 90
2 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 87
3 Benzene. l1-propenvl- 118 C9H10 000637-50-3 87
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 86
5 Formic acid, 3-phenylpropyl ester 164 C10H1202 1000367-88-7 83

Abundance Scan 1026 (7.972 min): BF095113.D (-1024) (- m/z 117.05 100.00%
117.1
5000 Aﬂ_
91.0 USRI S U U
39.0 50.1 630 77¢ 103.0 134.0 7.60 7.80 8.00 8.20 8.40
O T LT N L R m/z 118.10 59.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8948: Indane
117.0
5000 A
7.60 mosm 8.20 8.40
8.0 910 m/z 91.05 14 .99%
o 270 30 770 T 1030 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 115.00 11.59%
91.0
390 510 630 779 103.0

15.0 27.0
g
10 20 30 40 50 60 70 80 90 100 110 120 130 140

m/z-->
Abundance #8962: Benzene, 1-propenyl- R ma e
117.0 7.60 7.80 8.00 8.20 8.40
m/z 119.00 9.96%

5000
91.0
390 51.0 g30 77.0 ‘ 103.0
SN WO N GO Y O I | NN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20 8.40

8270-BF050217.M Mon May 15 16:29:32 2017
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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:\HPCHEMI\BNA F\DATA\BF051217\

BF095113.D

12 May 2017 15:49

SJ/MA

13100-04 MW-2A-051017
6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 2-Tolyloxirane Concentration Rank 12

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

8.24 3.26 ng 88571 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tolvloxirane 134 C9H100 002783-26-8 68
2 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 64
3 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 59
4 2-1ndanol 134 C9H100 004254-29-9 58
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 53

Abundance Scan 1072 (8.242 min): BF095113.D (-1062) (-) m/z 105.10 100.00%
106.1
5000 91.0 1341
411 509 50 77|-° 11?'0 8.00 820 8.40 8.60
NS N N i N 1 U | S S S m/z 91.00 39.54%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15278: 2-Tolyloxirane
105.0
5000
134.0 8.00 8.20 8.40 8.60
770 m/z 134.10 35.48%
270 390 510 eso T 0 ) MM
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0
8.00 8.20 8.40 8.60
5000 m/z 119.00 14 .85%
134.0
270 390 5109 650 ‘70 910 119.0
O R i B
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14860: Benzene, 1-methyl-4-propyl-
105.0 8.00 8.20 8.40 8.60
m/z 77.00 13.96%
5000
134.0
oL 270 30 510 50 710910 | g5
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 820 8.40 8.60

8270-BF050217.
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 16

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

8.47 2.23 ng 60665 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 94
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94

Abundance Scan 1111 (8.472 min): BF095113.D (-1106) (- m/z 119.10 100.00%
119.1
5000 1341
91.0
410 531 650 77.0 10‘?'0 820 840 860 8.80
] Mt MY N TS MU RS | NSNS m/z 134.10 35.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 8.20 8.40 8.60 8.80
134.0 : : : :
o O 1050 m/z 91.00 19.60%
0 15.0 27.0 39\0 51\0 6\5\0 ‘H M M‘. H\ .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
8.20 8.40 8.60 8.80
5000 m/z 105.00 13.94%
91.0 134.0
77.0 105.0

15.0 27.0 39.0 51.0 65.0

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

Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.20 8.40 8.60 8.80
m/z 120.00 8.52%
5000
134.0
91.0 105.0
ol 150 27.0 39.0 51.0 650 770 T ‘
T T T T T R T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80

8270-BF050217.M Mon May 15 16:29:33 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 14

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

8.99 2.73 ng 105700 Naphthalene-d8 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 1199 (8.989 min): BF095113.D (-1196) (- m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.0 51.0 @ag 77.0 103.1 8.60 8.80 9.00 9.20 9.40
o 1S N Y Vot | RO m/z 134.05 44_28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0
5000
8.60 8.80 9.00 9.20 9.40
910 m/z 91.05 14 .34%
270 390 510 650 770 "7 4050
0'W}ﬁqv'“l”'““”'ﬁ“”l““ﬂ'”bv'”m”“l““W'm“L'”Im“W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
134.0 8.60 8.80 9.00 9.20 9.40
5000 m/z 120.10 10.22%
27.0 390 510 650 770 910 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #14870: Benzene, 1,2,3,5-tetramethyl- EREREE SRS e E e e
119.0 8.60 8.80 9.00 9.20 9.40
m/z 115.05 9.48%
5000 134.0
27.0 390 510 650 77‘-0 1050 | |
o) E— |||‘| — ||||“i‘||| I\I\h S Y F—TT. ||‘i‘| S | E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.60 8.80 9.00 9.20 9.40

8270-BF050217.M Mon May 15 16:29:34 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 13

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

9.22 2.75 ng 106602 Naphthalene-d8 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 91
2 Indan. 1-methvl- 132 C10H12 000767-58-8 91
3 Benzene. (2-methvl-2-propenvl)- 132 C10H12 003290-53-7 91
4 Benzene. (l1-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 91
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 91

Abundance Scan 1238 (9.219 min): BF095113.D (-1235) (-) m/z 117.10 100.00%
117.1
5000 132.1

8.80 9.00 9.20 9.40 9.60

91.0
39.0 51.0 651 /7.0 103.1 |||

O b il b bt il Tm/Zz 132.05 42.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117.0
132.0
5000

8.80 9.00 9.20 9.40 9.60
m/z 115.05 23.71%

910 105.0

O P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117.0
8.80 9.00 9.20 9.40 9.60
5000 m/z 118.10 12.89%
132.0
91.0
27.0 390 51.0 65.0 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14064: Benzene, (2-methyl-2-propenyl)- i i A B ma e '
11v.0 8.80 9.00 9.20 9.40 9.60
m/z 131.10 12.55%
132.0
5000
91.0
39.0 65.0
15.0 27\'0 ! 5]\"0 ! 8.0 104.0 ‘H ‘ !
] SN N PRSI HSt A T [ ST |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40 9.60

8270-BF050217.M Mon May 15 16:29:34 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 3-Phenylbut-1-ene Concentration Rank 11

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

9.32 3.62 ng 140155 Naphthalene-d8 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 91
2 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 90
3 Indan. 1-methvl- 132 C10H12 000767-58-8 87
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 87
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 87

Abundance Scan 1255 (9.319 min): BF095113.D (-1251) (-) m/z 117.05 100.00%
117.1
5000 1321

9.00 9.20 9.40 9.60

91.1
390 5L0 651 770 77 1031 || II|

o ST S Eotis s | BT | m/z 132.10 37.65%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14033: 3-Phenylbut-1-ene
117.0
5000
9.00 9.20 9.40 9.60
91.0 132.0 m/z 115.00 28.80%
27.0 39‘-0 51‘-0 65.0 77‘-0 105.0
O T T T T T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117.0

132.0 9.00 9.20 9.40 9.60
5000 91.0 ' m/z 131.10 19.97%

51.0
39.0 650 77.0

21.0 103.0
O T T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14031: Indan, 1-methyl-
117.0 9.00 9.20 9.40 9.60
m/z 91.10 14_.21%
5000
132.0
91.0
27.0 39‘.0 51‘.0 65‘.0 77.0 | 1030 ‘
O e e R e R e e e e R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60

8270-BF050217.M Mon May 15 16:29:35 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 14 Ethanol, 2-[4-(1,1-dimethyl.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.35 19.56 ng 827952 Phenanthrene-d10 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T4-(1.1-dimethvlpropv... 208 C13H2002 006382-07-6 78
2 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 64
3 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 52
4 Acetic acid. I2-I(2-propenvlamin... 235 C12H13N0O4 000119-45-9 43
5 4-Butylbenzoic acid, octadecyl e... 430 C29H5002 1000292-33-0 28
Abundance Scan 2280 (15.348 min): BF095113.D (-2277) (-) m/z 179.05 100.00%
179.1
5000 1351
57.0 o0 107.0 15.00 15.20 15.40 15.60
) 720 | . | 250.2
O L L o L m/z 135.10 51.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67713: Ethanol, 2-[4-(1,1-dimethylpropyl)phenoxy]-
79.0
135.0
5000 107.0 LR U B UM B
15.00 15.20 15.40 15.60
m/z 107.00 16.40%
41.0 77.0 208.0
Illlgllo\l\lI\I‘\I\I\I\III\III‘HIII‘I‘II\I\”\I\I\III\I ||]|-5|9|0|||“|||‘| P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
179.0
s 15100 1520 1540 150 |
5000 : m/z 180.10 13.60%
43.0
miz--> "'zb'"lid"ksb""sb"'1'66"1'2'6"iAb"iéd"isé"éoé"ééé"éié""
Abundance #56222: Ethanol, 2-[4-(1,1-dimethylethyl)phenoxy]-
179.0 15.00 15.20 15.40 15.60
m/z 57.05 11.84%
135.0
5000
107.0
0 18.0 4-:[ 0 | 77\ 0 | | 1
m/z--> 20 4'0 6|O 80 100 12'0 140 160 180 200 220 240 15.00 15.20 15.40 15.60

8270-BF050217.M Mon May 15 16:29:36 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 15 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.92 3.99 ng 168907 Phenanthrene-d10 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 2377 (15.918 min): BF095113.D (-2373) (-) m/z 72.95 100.00%

430 | 73.0
5000 :

15.60 15.80 16.00 16.20
m/z 43.05 93.30%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA L L L L L LB L |

15.60 15.80 16. 00 16.20

0
157.0 g5 2130 256.0 m/z 60.00 91.84%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
15.60 15.80 16.00 16.20
m/z 57.05 73.55%
5000 29.0 129.0
87.0
110.0 172.0
o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid i B B R
43.0 73.0 15.60 15.80 16.00 16.20
m/z 55.10 71.40%
- 1 ;MW}\\\NY»‘
oL2:2 Lﬂ
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20

8270-BF050217.M Mon May 15 16:29:36 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 16 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.01 30.09 ng 1101830 Chrysene-di12 18.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 96
2 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9H9N304 054449-89-7 90
3 Glvcine. N-(m-anisovl)-. methvl ... 223 C11H13NO4 1000299-70-7 64
4 ((1.2-Diethvlethvlene)bis(p-phen... 354 C22H2604 004547-76-6 35
5 2-Fluoro-4-cyanotoluene 135 C8H6FN 170572-49-3 35
Abundance Scan 2563 (17.012 min): BF095113.D ( 2558) ) m/z 223.10 100.00%
135.1 2p.1 /\\
5000
45.0
L1730 T s | ssss  2ess| 19601880 1700 1750 17k
0I“'WLJ4”QMMLW“”ﬁdil“”I““I“”I”“ SNBSS SRR SARRE m/z 135.10 82.79%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139591: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0
5000 AU UL BRI B
16.60 16.80 17.00 17.20 17.40
m/z 45.00 33.60%
45.0 770 107.0
0 Job Joo oy 15601790 294.0
mz-> 20 4b eb ab 100 120 140 160 180 200 220 240 260 280
Abundance
223.0
135.0 R R SN B
178.0 16.60 16.80 17.00 17.20 17.40
5000 m/z 57.05 23.72%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79960: Glycine, N-(m-anisoyl)-, methyl ester N L S REARE R
135.0 16.60 16.80 17.00 17.20 17.40
m/z 224.20 15.03%
5000
223.0
107.0
0l27.0 50.0 o 164.0 1910
miz-> 20 40 eb 80 100 120 140 1éo 180 200 220 240 260 280 | 16.60 16.80 17.00 17.20 17.40

8270-BF050217.M Mon May 15 16:29:37 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 17 Ethanol, 2-[2-[2-[4-(1,1,3,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.34 12.74 ng 466541 Chrysene-di12 18.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-12-12-14-(1.1.3.3-tet... 338 C20H3404 002315-62-0 70
2 Propanamide. N-ethvl-N-(3-methvl._.. 267 C18H21NO 1000308-21-3 70
3 I1.2.41Thiadiazole. 5-amino-3-(a... 267 C12H17N3S2 1000316-42-5 38
4 13H-Dibenzola.ilcarbazole 267 C20H13N 000239-64-5 32
5 1H-1-Benzazepine-2,5-dione, 4-br... 267 C1OH6BrNO3 052280-66-7 30
Abundance Scan 2789 (18.342 min): BF095113.D (-2784) (-) m/z 267.20 100.00%
267.2
45.0
135.1
5000
89.0 S I\ ——
161.1
18.00 18.20 18.40 18.60
0 ....,'....,....,..h..,'.-'..w,....,.:..,'.... JBsL2era | 882 e e00 68 70%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175380: Ethanol, 2-[2-[2-[4-(1,1,3,3-tetramethylbutyl)phe...
267.0
5000 UL B SRR
450 89.0 18.00 18.20 18.40 18.60
: 133.0 m/z 135.10 55.65%
0 Ly n‘ by H‘ ‘\H\‘ Ll “\ 161 O 2050 237 0 2950 3380
m>m&&mm@m@@ﬁﬁmmmmmm
Abundance
120.0 267.0
18.00 18.20 18.40 18.60
5000 m/z 89.00 25.27%
91.0
029,0 65.0 160.0 194.0 222.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #116187: [1,2,4] Thiadiazole, 5-amino-3-(adamantan-1-ylsulf... R mmm i T S
135.0 18.00 18.20 18.40 18.60
m/z 57.05 23.87%
5000
79.0
41.0
vt e 267020802380 1 e M
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60

8270-BF050217.M Mon May 15 16:29:38 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 18 unknownl19.47 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.47  8.74ng 242519  Perylene-diz 20.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexaethvlene alvcol 282 C12H2607 002615-15-8 27
2 I2-T2-T2-T2-T2-T2-12-T2-T2-(tert... 528 C24H52010Si
3 3.6.9.12.15-Pentaoxabicvclol15.3... 312 C16H2406
4 3.6.9.12.15.18.21-Heptaoxabicvcl... 462 C20H31Br07
5 3,6,9,12,15-Pentaoxanonadecan-1-ol 294 C14H3006

065112-36-9 25
111982-23-1 16
001786-94-3 16

1000352-11-3 25

Abundance Scan 2981 (19.471 min): BF095113.D (-2975) (-) m/z 45.10 100.00%
45.1
311.2
5000 89.0 1351
R AR
l 205.1 249.1 19.20 19.40 19.60 19.80
O ph st : m/z 311.20  78.35%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #128695: Hexaethylene glycol
45.0
5000 LIS L L L LB LN L
89.0 19.20 19.40 19.60 19.80
m/z 89.00 47 .37%
133.0
o ..“‘.‘.‘,”..“‘.h.,“...‘.,...1?5,'0..2??'?....,....,....,....,
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
45.0
890 19.20 19.40 19.60 19.80
5000 m/z 135.05 45 _47%
133.0
o 207.0 251.0 295.0 441.0
T e e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #154294: 3,6,9,12,15-Pentaoxabicyclo[15.3.1]heneicosa-1(21... A T T T
45.0 19.20 19.40 19.60 19.80
m/z 161.10 27 .57%
89.0
5000
312.0
133.0 177.0
0 P | P ll ‘ 224.0 269.0
e e e
m/z--> 0 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80

8270-BF050217.M Mon May 15 16:29:39 2017

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\
Data File : BF095113.D

Aca On : 12 May 2017 15:49

Operator : SJ/MA

Sample : 13100-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 19 unknown20.47 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.47 2.09 ng 58060 Perylene-di12 20.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptaethvlene alvcol 326 C14H3008 005617-32-3 32
2 Hexaethvlene alvcol 282 C12H2607 002615-15-8 32
3 2-T2-T2-12-T2-T2-T2-T2-T2-T2-(Tr... 530 C23H50011Si 1000352-06-6 32
4 3.6.9.12.15.18.21-Heptaoxabicvcl... 462 C20H31Br07 111982-23-1 25
5 Tetraethylene glycol monododecyl... 362 C20H4205 005274-68-0 25
Abundance Scan 3151 (20.471 min): BF095113.D (-3147) (-) m/z 45.05 100.00%
44.0
5000 89.0 161.1 355.2
205.2  267.1 20.20 20.40 20.60 20.80
o m/z 355.20 44 _67%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #165400: Heptaethylene glycol
45.0
5000 89.0 L SN BRI SURBULE I
20.20 20.40 20.60 20.80
133.0 m/z 161.10 43.62%
of bbby [ W70 2002830
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
45.0
20.20 20.40 20.60 20.80
0
5000 89.0 m/z 88.95 41.86%
133.0
O '|"%9%9'2?90""|" R A L B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #237818: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(Trimethysilyloxy)e...
45.0 117.0 20.20 20.40 20.60 20.80
' m/z 57.05 35.54%
5000
161.0
ob 4 [ bl d L]y { | 205.0 251.0 295.0 339.0 443.0 487.0
mz-> 0 50 100 150 200 250 300 350 400 450 ' 2020 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051217\

Data File : BF095113.D

Acg On : 12 May 2017 15:49

Operator : SJ/MA

a?ggle i 13100-04 MW-2A-051017
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 4.99 5.8 ng 157624 1 7.70 543902 20.0
Benzene, propyl- 6.88 2.1 ng 56515 1 7.70 543902 20.0
unknown? .36 7.36 87.8 ng 2387140 1 7.70 543902 20.0
Benzene, 1,2,4-tr... 7.44 9.8 ng 267350 1 7.70 543902 20.0
Indane 7.97 4.3 ng 116027 1 7.70 543902 20.0
2-Tolyloxirane 8.24 3.3 ng 88571 1 7.70 543902 20.0
Benzene, 4-ethyl-_._. 8.47 2.2 ng 60665 1 7.70 543902 20.0
Benzene, 1,2,4,5-._.. 8.99 2.7 ng 105700 2 9.72 774580 20.0
Benzene, 1l-methyl... 9.22 2.8 ng 106602 2 9.72 774580 20.0
3-Phenylbut-1-ene 9.32 3.6 ng 140155 2 9.72 774580 20.0
Ethanol, 2-[4-(1,... 15.35 19.6 ng 827952 4 14.95 846766 20.0
n-Hexadecanoic acid 15.92 4.0 ng 168907 4 14.95 846766 20.0
Ethanol, 2-[2-[4-... 17.01 30.1 ng 1101830 5 18.62 732462 20.0
Ethanol, 2-[2-[2-... 18.34 12.7 ng 466541 5 18.62 732462 20.0
unknown19 .47 19.47 8.7 ng 242519 6 20.29 554711 20.0
unknown20.47 20.47 2.1 ng 58060 6 20.29 554711 20.0
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