LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121718\
Data File : BG038675.D
Acq On : 17 Dec 2018 23:39 Instrument :
Operator : JU/SJ (B.‘,'I\!A_(tSS ol

- _ lentosampleld :
a?ch:le - J6379-01 P001-SS002-1824-01
ALS Vial : 21 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 height area % max. total
1 5.144 345 350 358 rvB 25307 40524 2.28% 0.425%
2 5.609 422 429 443 rVB 457997 756552 42 _65% 7.926%
3 7.213 695 702 716 rVB 465495 880415 49.63% 9.223%
4 7.589 757 766 776 rBVY 430672 783312 44.16% 8.206%
5 8.059 840 846 853 rBvY 74612 124883 7.04% 1.308%

8.382 894 901 912 rVB 337856 599827 33.82% 6.284%
9.234 1038 1046 1055 rBvV 288662 559017 31.52% 5.856%
10.873 1318 1325 1335 rBV 90980 170991 9.64% 1.791%
13.317 1732 1741 1751 rBV 723501 1139610 64.25% 11.938%
14.140 1875 1881 1894 rVB 42004 65653 3.70% 0.688%

=
QO ~NO®

11 14.692 1969 1975 1984 rBV3 149821 248543 14.01% 2.604%
12 16.184 2223 2229 2245 rBV2 653693 1035162 58.36% 10.844%
13 17.442 2436 2443 2456 rBV2 224935 342708 19.32% 3.590%
14 18.300 2584 2589 2598 rBV2 27861 49923 2.81% 0.523%
15 20.045 2880 2886 2892 rBV 1384479 1773810 100.00% 18.582%

16 21.320 3098 3103 3112 rBvV2 26092 45386 2.56% 0.475%
17 21.725 3165 3172 3184 rVB 210697 373370 21.05% 3.911%
18 22.477 3295 3300 3306 rBvV 19152 29146 1.64% 0.305%
19 23.012 3385 3391 3400 rvB3 13984 28323 1.60% 0.297%
20 23.176 3412 3419 3433 rBV2 28873 66995 3.78% 0.702%
21 23.993 3550 3558 3565 rvB4 16776 39327 2.22% 0.412%
22 25.021 3723 3733 3743 rVB3 122495 361685 20.39% 3.789%
23 26.090 3907 3915 3921 rBV3 11610 30528 1.72% 0.320%
Sum of corrected areas: 9545690
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038675.D

Acq On : 17 Dec 2018 23:39

Operator : JU/SJ

ﬁ?gg le J6379-01 P001-SS002-1824-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG038675.D

1200000
1000000
800000

600000
5.61 7.21 4 gq

400000
8.38 923

200000
8.06 10.87

N 5,14

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038675.D

2004

1200000

1000000

8000001 133
16.18

600000

400000

17.44 21.72
200000 14.69

14.14 18.30 21.32 22.48
O e e A o A e L e e A A A e e B e e e e e R

Time--> 13.00 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: BG038675.D

1200000
1000000
800000
600000
400000

200000 25 02

23%H18 23.99 jL 26.09

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\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038675.D

Acq On : 17 Dec 2018 23:39

Operator : JU/SJ

3?22 le J6379-01 P001-SS002-1824-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 3

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

5.14 6.49 ng 40524 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
4 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 349 (5.139 min): BG038675.D (-345) (-) m/z 43.00 100.00%
43
5000 59
101 AR0 E00 Ebo Euao
4.80 5.00 520 5.40
ob el S 8 “m/z 59.00  50.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L S I S
59 480 500 520 540
m/z 58.00 14 .57%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
4.80 5.00 5.20 5.40
5000 m/z 101.00 13.05%
58
L7 g 72 100
e S I UL SULIULS SUSIILS IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester e B
43 4.80 5.00 520 5.40
m/z 41.00 11.13%
57
5000
29 101
o 15 |, o3y 51 || 73 83 95
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038675.D

Acq On : 17 Dec 2018 23:39

Operator : JU/SJ

3?22 le J6379-01 P001-SS002-1824-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 unknown7.59 Concentration Rank 1

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

7.59 125.45 ng 783312 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 766 (7.589 min): BG038675.D (-757) (-) m/z 131.90 100.00%
5000 68
20 54 % J 720 7.40 7.60 7.80 8.00
7 . . . . .
O‘MH-, & | eus o W/z 68.00 38.92%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o S ARBANRARRARARES RARRS A
7.20 7.40 7.60 7.80 8.00
70 m/z 133.90 33.51%
31 44 60 86
Oty 'P"“ Ana '”I%O§}%§ LA UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 R L L L L
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 32.33%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e A Rmmaa E e
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 18.23%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, )M | VR
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038675.D

Acq On : 17 Dec 2018 23:39

Operator : JU/SJ

3?22 le J6379-01 P001-SS002-1824-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 5
R.T. EstConc Area Relative to ISTD R.T.
18.30 2.91 ng 49923 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2589 (18.300 min): BG038675.D (-2584) (-) m/z 43.00 100.00%
57
73
5000
g7 129 213
111
‘J 1z 7785 0 | 227 206 18.00 18.20 18.40 18.60
(o} Ay m/z 57.00 84 .68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

18.00 18.20 18.40 18.60

m/z 73.00 78.93%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.00 18.20 18.40 18.60
5000 129 m/z 55.00 76.88%
29 g7
115 @ 143 199 242
101 157171185
oL 15 rl 213206
A RS o o o e R e e S RBARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73 18.00 18.20 18.40 18.60
60 m/z 60.00 75.94%
43
5000 129
185
115 228
Ll e |
o.n,n.w.”.Pu‘pL.N S e G e NN A SN . 1 W—
m/z--> 20 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038675.D

Acq On : 17 Dec 2018 23:39

Operator : JU/SJ

3?22 le J6379-01 P001-SS002-1824-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 1-Octadecanesulphonyl chloride Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.32 2.43 ng 45386 Chrysene-d12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37CI02S 1000342-70-4 80
2 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 80
3 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 74
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 64
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 53
Abundance Scan 3103 (21.320 min): BG038675.D (-3098) (-) m/z 57.00 100.00%
a3 Y
5000 1
Um0 161 0100 21120 2040 7160
Otrrrr e m/z 43.00 80.91%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185101: 1-Octadecanesulphony! chloride
43 57
71
5000 VN BN B R
21.00 21.20 21.40 21.60
105 m/z 71.00 47.29%
2‘9 ‘ 119133147161175
Otrtrr
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
B n 21.00 21.20 21.40 21.60
5000 g5 m/z 55.00 46.13%
29 111
N 1251391541 6818106210224 238252
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester B B R
43 57 21.00 21.20 21.40 21.60
- m/z 85.00 37.32%
5000
111
125
o 29 | 141155169183197 224 253 269
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038675.D

Acq On : 17 Dec 2018 23:39

Operator : JU/SJ

3?22 le J6379-01 P001-SS002-1824-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 unknown23.18 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.18 3.59 ng 66995 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 46
2 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 38
3 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 38
4 2-methyltetracosane 352 C25H52 1000376-72-6 38
5 1-Bromodocosane 388 C22H45Br 006938-66-5 35
Abundance Scan 3420 (23.182 min): BG038675.D (-3412) (-) m/z 57.00 100.00%
5000 85
4 11 155 103 255 241 22.80 23.00 23.20 23.40
0 Y S - S M m/z 43.00 78.99%
m/z--> 50 100 150 200 250 300 350
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57
5000 AU UL RIS B

22. 80 23. 00 23. 20 23.40
m/z 59.00 53.62%

lll
oLy “ “1?9 169 197 224 253 287 317
—— , . —— T
m/z--> 50 O 200 250 300 350
Abundance
57
IIIIIIIIIIAIIIIIIIIIIII
22.80 23.00 23.20 23.40
5000 m/z 55.00 47.51%
85
29
o M1 139 169 195 225 259 289
—— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #170754: Octadecane, 1-bromo- A EEEE e
5 187 22.80 23.00 23.20 23.40
m/z 71.00 42.25%
85
5000
29 ‘
113
SRR NEDETANE - RUE
m/z--> 50 150 200 250 300 350 22.80 23.00 23.20 23.40

8270-BG121218.M Tue Dec 18 16:15:30 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038675.D

Acq On : 17 Dec 2018 23:39

Operator : JU/SJ

3?22 le J6379-01 P001-SS002-1824-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
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 Octadecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.99 2.17 ng 39327 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, l-iodo- 380 C18H371 000629-93-6 72
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
3 Tridecane, l-iodo- 310 C13H271 035599-77-0 72
4 Heptadecane 240 C17H36 000629-78-7 64
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 3558 (23.993 min): BG038675.D (-3550) (-) m/z 57.00 100.00%
g7
5000
! 11 158 155 177 o 23160 23180 54100 24.20 2440
Ot m/z 43.00 70.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #202264: Octadecane, 1-iodo-
57
4
5000 85 AR PR DU BRI B
Bmmmmmmmmm
m/z 71.00 51.19%
oL15 \‘ Lo [ M 43155 83 o1 253
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 260 280 360
Abundance
57
23.60 23.80 24.00 24.20 24.40
5000 Al 85 m/z 85.00 36.87%
o 3159 15169 157 204230054 281206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57 23.60 23.80 24.00 24.20 24.40
m/z 82.95 18.90%
5000 85
4
183
0‘113129155 IR . [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 23.60 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038675.D

Acq On : 17 Dec 2018 23:39

Operator : JU/SJ

3?22 le J6379-01 P001-SS002-1824-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 5.14 6.5 ng 40524 1 8.06 124883 20.0
unknown? .59 7.59 125.5 ng 783312 1 8.06 124883 20.0
n-Hexadecanoic acid 18.30 2.9 ng 49923 4 17.44 342708 20.0
1-Octadecanesulph... 21.32 2.4 ng 45386 5 21.72 373370 20.0
unknown23.18 23.18 3.6 ng 66995 5 21.72 373370 20.0
Octadecane, 1-iodo- 23.99 2.2 ng 39327 6 25.02 361685 20.0
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