LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035458.D

Aca On 27 Jun 2018 23:25

Operator : JU/SJ

Sample : J3694-01

Misc :

ALS Vial : 14 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 G\METHODS\8270-BG060718 .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 5.163 314 319 328 rBV 33571 53260 1.05% 0.240%
2 5.627 390 398 410 rBV 443507 749978 14.81% 3.375%
3 7.213 658 668 681 rBV 285074 534328 10.56% 2.404%
4 7.583 724 731 741 rBV 863983 1508725 29.80% 6.789%
5 8.053 804 811 818 rBV 174503 302334 5.97% 1.360%
6 8.376 859 866 875 rVB 691383 1200714 23.72% 5.403%
7 9.210 998 1008 1024 rBV 661307 1224085 24.18% 5.508%
8 10.855 1281 1288 1297 rBV 229198 401228 7.93% 1.805%
9 13.299 1694 1704 1713 rBV 1806118 2759972 54.52% 12.419%
10 14.121 1836 1844 1850 rBvV2 56597 89463 1.77% 0.403%

11 14.673 1931 1938 1943 rBvV2 395701 661878 13.07% 2.978%
12 14.720 1943 1946 1952 rvv2 51479 78411 1.55% 0.353%
13 16.160 2183 2191 2200 rBV 1691553 2593967 51.24% 11.672%
14 17.417 2398 2405 2411 rBV 544122 810320 16.01% 3.646%
15 18.298 2550 2555 2562 rBV 78940 129311 2.55% 0.582%

16 18.386 2565 2570 2578 rvv2 96542 174575 3.45% 0.786%
17 18.515 2587 2592 2600 rBV 63701 105019 2.07% 0.473%
18 19.643 2779 2784 2792 rBV 248183 391711 7.74% 1.763%
19 20.025 2843 2849 2863 rBV 3519126 5062307 100.00% 22.778%
20 20.266 2885 2890 2896 rVB 79589 107131 2.12% 0.482%

21 20.894 2991 2997 3003 rBV 122820 167789 3.31% 0.755%
22 21.335 3067 3072 3080 rBV7 49950 105465 2.08% 0.475%
23 21.435 3084 3089 3103 rBV 249717 463260 9.15% 2.084%
24 21.681 3125 3131 3140 rVB 591129 986061 19.48% 4._437%
25 23.132 3372 3378 3387 rBV2 161300 383083 7.57% 1.724%

26 24.901 3669 3679 3692 rVB2 324670 922241 18.22% 4_.150%
27 25.635 3793 3804 3814 rBV3 70140 257990 5.10% 1.161%

Sum of corrected areas: 22224606
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035458.D

Aca On 27 Jun 2018 23:25

Operator : JU/SJ

Sample : J3694-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG035458.D
3500000

3000000
2500000
2000000
1500000

1000000 7.58
8.38 9.21

500000 5.63
7.21 8.05 10.85

5.16

M | SRR SRR SR S| WS N L b

T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG035458.D
3500000 20.02

3000000
2500000

2000000
13.30 16.16

1500000

1000000

00000 6 1742 =68
S 1467 19.64 21.43

20.27 20.89 51 4
ol e b )| e 9 e meeagd

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG035458.D
3500000

3000000
2500000
2000000
1500000
1000000

500000 24.90

23.13 25 63

0 L i o e B L e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035458.D

Aca On 27 Jun 2018 23:25

Operator : JU/SJ

Sample : J3694-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7

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

5.16 3.52 ng 53260 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 4-gthvl-3-octanol 158 C10H220 019781-26-1 23
5 3-Heptadecanol 256 C17H360 084534-30-5 17

Abundance Scan 319 (5.163 min): BG035458.D (-314) (-) m/z 43.15 100.00%
43.1
5000
101.2
A T T T T
4.80 5.00 5.20 5.40
Ot it 22, 2073 2312 26211 T Eg 18 59 77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS SRS LSRR
480 5.00 5.20 5.40
m/z 101.15 30.48%
‘ 1010
r--r-r--rr e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
480 500 520 540
0,
5000 1010 m/z 58.10 13.74%
150 70.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4035: 2,3-Butanedione, monooxime
43.0 4.80 5.00 5.20 5.40
m/z 42.15 7.88%
5000
101.0
15.0
0 \690
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 220 240 260 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035458.D

Aca On 27 Jun 2018 23:25

Operator : JU/SJ

Sample : J3694-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown7.58 Concentration Rank 1

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

7.58 99.81 ng 1508730 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 731 (7.583 min): BG035458.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2
96.2 A UL UL LR
40.1 ‘ l 206.4 7.20 7.40 7.60 7.80 8.00
Obrrrprrrttbe bbb el e e .| M/z 68.15 50.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A UL UL LR
7.20 7.40 7.60 7.80 8.00
310 m/z 134.15 32.95%
0...,..‘..”‘,l.H.,.l..‘,....,.‘... N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 32.10%
015.0 39.0 63.0 104.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14144: 5-Fluoro-2-chloropyrimidine R mmma e I
132.0 7.20 7.40 7.60 7.80 8.00

m/z 69.15 21.89%

5000

et e \
|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.20 7.40 7. 60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035458.D

Aca On 27 Jun 2018 23:25

Operator : JU/SJ

Sample : J3694-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.30 3.19 ng 129311 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 2555 (18.298 min): BG035458.D (-2550) (-) m/z 73.15 100.00%
74.2
411
5000 129.3 213.3
97.2 185.2
LJJ 157.3 256.4 0813 18.00 18.20 18.40 18.60
0! - m/z 60.15 77.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 18.00 18.20 18.40 18.60
1570 1850 213.0 256.0 m/z 41.15 66.38%
0! A0l .‘l‘a r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 | 73.0
18,00 18.20 18.40 18.60
5000 m/z 55.15 56.49Y%
129.0 242.0
97.0 199.0
o 150.0171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid B B
73.0 18.00 18.20 18.40 18.60
43.0 m/z 57.15 54 _.99Y%
5000 129.0
185.0 228.0
| 5
Obrelrh M.;ﬂw.wh‘ hk..Wh BTN e O L | S e o) W) S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035458.D

Aca On 27 Jun 2018 23:25

Operator : JU/SJ

Sample : J3694-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl18.39 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.39 4_.31 ng 174575 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-12-12-T2-T2-T2-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 47
2 Pentaethvlene alvcol 238 C10H2206 004792-15-8 38
2-T2-12-T2-12-12-T2-12-T2-T2-(2-... 502 C22H46012 1000352-13-2 38
4 Cvclohexvl-15-crown-5 274 C14H2605 017454-48-7 38
5 2-Propanol, 1,1"-oxybis- 134 C6H1403 000110-98-5 35
Abundance Scan 2571 (18.392 min): BG035458.D (-2565) (-) m/z 45.15 100.00%
481
5000 89.2

124.3

w 1652 2102 2591 18.00 18.20 18.40 18.60 18.80
O m/z 43.15 58 .58%

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

Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]ethox...
45.0
5000 | BNLNLILINL BN L L L LB I
89.0 18.00 18.20 18.40 18.60 18.80
m/z 71.20 55.74%
133.0
ol d i1 7T 177.0 2210 283.0
s B e A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
45.0
18.00 18.20 18.40 18.60 18.80
5000 m/z 89.15 48.57%
89.0
0 133.0 177.0 219.0
R A e e W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235432: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth...
45.0 18.00 18.20 18.40 18.60 18.80

m/z 57.25 34 .99%

89.0
5000
133.0
0 || ‘ . 1??0 221.0 265.0 309.0 415.0 459.0

4
|||||||||||||||||||||||||||||||||||||||||||| ||||||||||||||||||

m/z--> 50 100 150 200 250 300 350 400 450 18 00 18. 20 18. 40 18 60 18. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035458.D

Aca On 27 Jun 2018 23:25

Operator : JU/SJ

Sample : J3694-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.52 2.59 ng 105019 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvphenv... 278 C17H2603 020170-32-5 94
2 2.2-Bisl4"-cvanooxvphenvll1propane 278 C17H14N202 1000322-13-3 74
3 1H-Pvrazole-4-carbonitrile. 3-(4... 263 C12H10CIN3S 068364-67-0 53
4 7-Methvl-2-phenvlauinoline-4-car... 263 C17H13NO2 181048-54-4 53
5 1-(6-Amino-8-morpholin-4-yl-puri... 363 C16H25N703 1000294-67-5 50
Abundance Scan 2593 (18.521 min): BG035458.D (-2587) (-) m/z 263.25 100.00%
268.3
5000
57.1
912 1271 1612 1g7, 2193 18.20 18.40 18.60 18.80
0...,'...'.,....,.'.'..,....,.'I'.'.,'l:l..I'l...'.',.“.:.,'....ll'....l....l‘...',.. m/z 57.15 28_39Y%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126025: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000
18.20 18.40 18.60 18.80
57.0 147.0 m/z 278.25 24 .46%
Jlss.0 | 910 1150 ‘ 1%0‘290 L
m/z--> 40 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
263.0
18.20 18.40 18.60 18.80
5000 m/z 264.25 15.08%
0l 229 60 1020 O 1910 221.0
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112888: 1H-Pyrazole-4-carbonitrile, 3-(4-chlorophenyl)-1-...
268.0 18.20 18.40 18.60 18.80
m/z 219.25 11.90%
5000
. 430 750 1110 1380 16101919 2190
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035458.D

Aca On 27 Jun 2018 23:25

Operator : JU/SJ

Sample : J3694-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Amino-5-isopropyl-8-methy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.27 2.17 ng 107131 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-5-isopropvl-8-methvl-1-a... 224 C15H16N2 093946-48-6 52
2 3-(3-Indolvl)-5-0x0o-3-pvrazoline... 224 C12H8N40 1000240-73-4 46
3 9.9-Dimethvl-9-sila-9.10-dihvdro... 224 C15H16Si 187328-55-8 43
4 Dibenzold.f1-1.3.2-dioxaborepine... 224 C14H13BO2 1000160-51-1 38
5 1,3,6,9b-Tetraazaphenalene-4-car... 209 C11H7N5 037160-08-0 38
Abundance Scan 2891 (20.272 min): BG035458.D (-2885) (-) m/z 224.20 100.00%
224.2
5000 168.2
83.7 139.2
56.0 195.2 251.1279.3 20.00 20.20 20.40 20.60
o L B2 o S22 L2208 38730 s 7509.15 95 33%
m/z--> 50 100 150 200 250 300 350
Abundance #81166: 2-Amino-5-isopropyl-8-methyl-1-azulenecarbonitrile
224.0
5000
20.00 20.20 20.40 20.60
194.0 m/z 168.15 42 _70%
0 390 77.0 12‘7'0‘ }6\%'0‘\ \“h | -
m/z--> 50 100 150 200 250 300 350
Abundance
224.0
20.00 20.20 20.40 20.60
5000 m/z 167.15 40.86%
0167.0
o 28.0 2.0 89.0 195.0
m/z--> 50 100 150 200 250 300 350
Abundance #81175: 9,9-Dimethyl-9-sila-9,10-dihydrophenanthrene
209.0 20.00 20.20 20.40 20.60
m/z 225.15 20.82%
5000 181.0
0 152'0‘ | J 1
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035458.D

Aca On 27 Jun 2018 23:25

Operator : JU/SJ

Sample : J3694-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.89 3.40 ng 167789 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2.4(1H.3H)-dione.... 252 C12H20N402 051235-04-2 94
2 2.4-Difluorophenvl isothiocvanate 171 C7H3F2NS 141106-52-7 40
3 2.6-Difluorophenvl isocvanate 171 C7H3F2NS 065295-69-4 40
4 Benzeneethanamine. 2-fluoro-4-hv... 171 C8H10FNO2 1000116-43-3 38
5 Pyrimidine-2,4,6(1H,3H,5H)-trion... 334 C17H26N403 201928-46-3 17
Abundance Scan 2996 (20.888 min): BG035458.D (-2991) (-) m/z 171.15 100.00%
171.2
5000
83.2
L | 2060 20180 2100 2120
N I L | 2072 2222811 a3 m/z 83.15 29.72%
m/z--> 50 100 150 200 250 300 350
Abundance #103583: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(...
171.0
5000
20.60 20.80 21.00 21.20
m/z 71.10 17.60%
830 1280
. 560, | ] 207.0 2520
m/z--> 50 100 150 200 250 300 350
Abundance
171.0
20.60 20.80 21.00 21.20
5000 m/z 128.10 15.60%
63.0 139.0
3L0 93.0
s s L L S L
m/z--> 50 100 150 200 250 300 350
Abundance #39231: 2,6-Difluorophenyl isocyanate
171.0 20.60 20.80 21.00 21.20
m/z 44.10 13.88%
5000
63.0 139.0
31.0
0III‘MlhiwhlwIleIH\%.?I\‘I\‘I ILI\II\IIIIIII T : R AREREREE R
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20

8270-BG060718.M Thu Jun 28 15:56:10 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035458.D

Aca On 27 Jun 2018 23:25

Operator : JU/SJ

Sample : J3694-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.33 2.14 ng 105465 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Cvclopentadecane 210 C15H30 000295-48-7 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 1-Heptacosanol 396 C27H560 002004-39-9 93
Abundance Scan 3071 (21.329 min): BG035458.D (-3067) (-) m/z 83.15 100.00%
57.1| |
5000
1451 180 9207.2 239.3267.15953  339.1 21.00 21.20 21.40 21.60
o ' m/z 69.15 94 _15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81246: Cyclohexadecane
55.0 83.0
5000 LA SRR SRV UM B
29.0 21.00 21.20 21.40 21.60
m/z 57.15 77.87%
oL “ i 139.0 167 0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
21.00 21.20 21.40 21.60
5000 111.0 m/z 97.15  77.83%
29.0
0 13904670 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane
58.0 21.00 21.20 21.40 21.60
83.0 m/z 55.15 64 .83%
5000
29.0
0'“va“h' LR BN BUNRE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035458.D

Aca On 27 Jun 2018 23:25

Operator : JU/SJ

Sample : J3694-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexaethylene glycol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.43 9.40 ng 463260 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol 282 C12H2607 002615-15-8 64
2 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 64
3 Heptaethvlene alvcol 326 C14H3008 005617-32-3 58
4 2-T2-T2-T2-12-T2-12-T2-I2-(2-Hvd. .. 458 C20H42011 1000352-12-6 58
51,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 58
Abundance Scan 3088 (21.429 min): BG035458.D (-3084) (-) m/z 45.10 100.00%
43.1
89.1
5000
- 21.20 21.40 21.60 21.80
171.3
ol gl L D0 2001 25412811 34210 75789 10 75.47%
m/z--> 50 100 150 200 250 300
Abundance #128698: Hexaethylene glycol
45.0
5000
89.0 21.20 21.40 21.60 21.80
0 m/z 43.20 42 .38%
0 il “ “ Il h Il ‘ 163.0 195.0 240.0
m/z--> 50 100 150 200 250 300 '
Abundance
45.0
2120 21,40 21.60 21.80
5000 89.0 m/z 71.20 39.07%
133.0
ol19.0 I }g&pl .ZP?O.. 2510 —
m/z--> 50 100 150 200 250 300
Abundance #165400: Heptaethylene glycol
45.0 21.20 21.40 21.60 21.80
m/z 57.15 31.62%
5000 89.0
133.0
ol190 Iy | . [ 177.0 207.0 239.0  283.0
m/z--> 50 100 150 200 250 300 ' 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035458.D

Aca On 27 Jun 2018 23:25

Operator : JU/SJ

Sample : J3694-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-[2-[2-[2-[2-[2-[2-[2-(2-H... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.13 7.77 ng 383083 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
2-2-12-12-12-12-12-12-(2-Hvdrox. .. 414 C18H38010 1000352-12-5 91
2-T2-T2-T2-T12-12-T2-(2-Hvdroxvet... 370 C16H3409 005117-19-1 90
2-T2-T2-T2-T2-T12-T2-T2-T2-(2-Hvd... 458 C20H42011 1000352-12-6 86
2-T2-12-12-12-12-12-12-12-12-(2-. .. 502 C22H46012 1000352-13-2 86
5 Heptaethylene glycol 326 C14H3008 005617-32-3 86
Abundance Scan 3378 (23.132 min): BG035458.D (-3372) (-) m/z 45.15 100.00%
431 ggo
5000
J 133.2
177.2 22.80 23.00 23.20 23.40
oA -{l.h.l.ll.n, o 218125062831 3551 42511 .5 89 15 83.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217050: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]et...
45.0
89.0
5000
22.80 23.00 23.20 23.40
133.0 m/z 43.15 37 .24%
N B h ‘- A 177.0 221.0253.0 327.0 371.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
45.0
6.0 22.80 23.00 23.20 23.40
5000 ' m/z 71.15 32.71%
133.0
0 177.0 2210  283.0 327.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy ...
45.0 22.80 23.00 23.20 23.40
89.0 m/z 57.15 31.95%
5000
133.0
ol i ‘ Lyl 1770 551, 0 2650 309.0 3710 4150
m/z--> % 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062718\
Data File : BG035458.D

Aca On 27 Jun 2018 23:25

Operator : JU/SJ

Sample : J3694-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptaethylene glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.63 5.59 ng 257990 Perylene-di12 24.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptaethvlene alvcol 326 C14H3008 005617-32-3 74
2 2-T2-T2-T2-T2-12-T2-(2-Hvdroxvet. .. 370 C16H3409 005117-19-1 74
3 2-T2-T2-T2-T2-T2-T2-T2-T2-(2-Hvd. .. 458 C20H42011 1000352-12-6 72
4 2-T2-T2-12-12-12-12-12-12-12-12-... 546 C24H50013 1000352-12-7 72
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 72
Abundance Scan 3803 (25.629 min): BG035458.D (-3793) (-) m/z 45.15 100.00%
441 ggo
5000
175.1 25.40 25.60 25.80 26.00
215.3 253,
I 2033 m/z 89.15 83.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #165400: Heptaethylene glycol
45.0
5000 89.0
25.40 25.60 25.80 26.00
133.0 m/z 43.15 44 .01%
ol Lyt | 1770 2390 2830
m/z--> 50 100 150 200 250 300 350 400
Abundance
45.0
600 ' 25.40 25.60 25.80 26.00
5000 ' m/z 71.25 42.91%
133.0
0 177.0 221.0 283.0 327.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #228732: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy ...
45.0 25.40 25.60 25.80 26.00
89.0 m/z 87.15 38.15%
5000
133.0
RS BN T 7.0 2210 2650 309.0 3710 4150
m/z--> 50 100 150 200 250 300 350 400 25.40 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062718\
Data File : BG035458.D

Acq On 27 Jun 2018 23:25

Operator : JU/SJ

Sample - J3694-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_M
Quant Title : 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... 5.16 3.5 ng 53260 1 8.05 302334 20.0
unknown7 .58 7.58 99.8 ng 1508730 1 8.05 302334 20.0
n-Hexadecanoic acid 18.30 3.2 ng 129311 4 17.42 810320 20.0
unknown18.39 18.39 4.3 ng 174575 4 17.42 810320 20.0
3,5-di-tert-Butyl... 18.52 2.6 ng 105019 4 17.42 810320 20.0
2-Amino-5-isoprop... 20.27 2.2 ng 107131 5 21.68 986061 20.0
1,3,5-Triazine-2,... 20.89 3.4 ng 167789 5 21.68 986061 20.0
Cyclohexadecane 21.33 2.1 ng 105465 5 21.68 986061 20.0
Hexaethylene glycol 21.43 9.4 ng 463260 5 21.68 986061 20.0
2-[2-[2-[2-[2-[2--.. 23.13 7.8 ng 383083 5 21.68 986061 20.0
Heptaethylene glycol 25.63 5.6 ng 257990 6 24.90 922241 20.0

8270-BG060718.M Thu Jun 28 15:56:13 2018 Page: 14



