LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\

Data File : BG036407.D

Aca On : 24 Aug 2018 10:31 Instrument :
Operator : JU/SJ ?:'I\:gﬁ(t;Sam ol
3?22'6 J4568-04 081718-SIDIF-)E-U-S
ALS Vial : 28 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-BG082318 .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 5.167 315 320 329 rVB 30367 47447 1.07% 0.250%
2 5.632 392 399 409 rVB 381416 580335 13.07% 3.062%
3 7.218 661 669 677 rBV 241735 409974 9.23% 2.163%
4 7.594 726 733 741 rBV 627152 1058358 23.84% 5.585%
5 8.064 805 813 821 rBV 181467 309037 6.96% 1.631%

8.387 859 868 877 rBvV 845707 1487450 33.50% 7.849%
9.227 1001 1011 1020 rBV 730183 1286716 28.98% 6.790%
10.873 1284 1291 1299 rBV 249899 442274 9.96% 2.334%
13.317 1699 1707 1715 rBV 2014886 3095295 69.71% 16.333%
14.139 1842 1847 1852 rBV 40794 56938 1.28% 0.300%

=
QO ~NO®

11 14.692 1934 1941 1951 rVB2 418529 660615 14.88% 3.486%
12 15.984 2157 2161 2166 rVB 63851 78368 1.76% 0.414%
13 16.172 2186 2193 2205 rBV 1055475 1583167 35.65% 8.354%
14 17.435 2401 2408 2414 rBV 540506 861002 19.39% 4.543%
15 18.323 2555 2559 2568 rBV3 53533 83435 1.88% 0.440%

16 20.044 2845 2852 2858 rBV 3279579 4440244 100.00% 23.430%
17 21.354 3070 3075 3089 rBV2 58468 149068 3.36% 0.787%
18 21.695 3126 3133 3145 rBvV 644951 1107264 24.94% 5.843%
19 24.915 3670 3681 3691 rBv2 383194 1058292 23.83% 5.584%

20 25.015 3693 3698 3704 rVB3 20359 45396 1.02% 0.240%

21 26.155 3887 3892 3903 rVB4 21928 55881 1.26% 0.295%

22 27.529 4120 4126 4137 rVB7 17805 54881 1.24% 0.290%
Sum of corrected areas: 18951437
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082418\

Data File : BG036407.D

Aca On : 24 Aug 2018 10:31

Operator : JU/SJ

ﬁ?ggle i J4568-04 081718-SIDI-E-U-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036407.D

3000000
2500000
2000000
1500000

1000000 8.39

759 9.23
500000 5.63

7.22 10.87

5.17 \

350 400 450 500 550 6.00 650 7.00 7.50 8.00 8.50
TIC: BG036407.D

8.06

0

T T T T
9.00 9.50 10.00 10.50 11.00 11.50 12.

T
Time--> 00 12.50

Abundance

20.04
3000000

2500000

2000000 1332

1500000

16.17
1000000
17.44 21,70

500000 14.69

14.14 15.9 18.32
A A

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
TIC: BG036407.D

21.35
A

0 R e LR i

Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000 24.91

.01 26.15 27.53

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\HPCHEM1\BNA G\DATA\BG082418\

Data File : BG036407.D

Aca On : 24 Aug 2018 10:31

Operator : JU/SJ

ﬁ?ggle i J4568-04 081718-SIDI-E-U-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 3.07 ng 47447 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Acetone 58 C3H60 000067-64-1 22
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 7
5 Diacetamide 101 C4H7NO2 000625-77-4 7

Abundance Scan 320 (5.167 min): BG036407.D (-315) (-) m/z 43.10 100.00%
d.1
5000 59.1
| 6.0 1°|1-1 480 500 520 540 560
o 1 PUOOPORr | S chc NS m/z 59.10 47.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L LN I
59.0 480 500 5.20 540 5.60
0
150 a0 1010 m/z 58.10 19.30%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #217: Acetone
43.0
480 500 520 5.40 5.60
5000 m/z 101.10 15.01%
58.0
150 27.0 ‘
e S I UL SULIULS SUSIILR IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester A e e B
43.0 480 500 520 5.40 5.60
m/z 41.10 9.94%
5000 57.0
29.0
101.0
0"'l""|""|""|""|"''|""|"7'E';'?""|""|""|'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082418\

Data File : BG036407.D

Aca On : 24 Aug 2018 10:31

Operator : JU/SJ

ﬁ?ggle i J4568-04 081718-SIDI-E-U-S
ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.59 Concentration Rank 2

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

7.59 68.49 ng 1058360 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 732 (7.588 min): BG036407.D (-726) (-) m/z 132.10 100.00%
132.1
5000 68.1
96.1 A R LR LR L
400 541 ‘ 7.20 7.40 7.60 7.80 8.00
o...,....,....,....,“.'...,.'!..,.!.'.|,..'..,?‘?.9,..!.,.'!..,1.1.“?.2,...., b m/z 68.10  48.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
5000 A R LR LR L
7.20 7.40 7.60 7.80 8.00
104.0 m/z 66.10 32.65%
ol 140 270 300 510 660770 590 || 1150
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14121: 1H-Tetrazaborole, 5-chloro-4,5-dihydro-1,4-dimethyl-
132.0
N RARARRARRARARAE AR
7.20 7.40 7.60 7.80 8.00
5000 36.0 76.0 m/z 134.10 32.01%
89.0
i O A
0::|||‘|‘||||||‘M||‘|‘M|l|‘HN‘|||‘|‘m‘h‘||l‘||‘l |||l|‘|||| ‘m::luuuuluuuul ‘”III“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A e e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.95%
5000
33.0 44.0 0.0 105.0
0"w'“'|“"wk'w'l“|§qﬂ*'”l:“llﬁqﬂ"il'ihl“"w"w T A R UL LR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082418\

Data File : BG036407.D

Aca On : 24 Aug 2018 10:31

Operator : JU/SJ

ﬁ?ggle i J4568-04 081718-SIDI-E-U-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Triethyl citrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.37 ng 78368 Acenaphthene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 59
3 Quinoline. 4.8-dimethvl- 157 C11H11IN 013362-80-6 40
4 Hexanedioic acid. 3-ethvl-. bis(... 286 C16H3004 057983-54-7 39
5 Adipic acid, isobutyl 3-(2-metho... 358 C20H3805 1000324-28-7 36
Abundance Scan 2160 (15.978 min): BG036407.D (-2157) (-) m/z 157.10 100.00%
157.1
5000
115.1
43.1 203.1 LN ISR SUNA SRR
| 69.1 87.0 139.0 185.0 203 15.60 15.80 16.00 16.20
o R Y O N WS P G MR ool A m/z 115.10 31.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #123851: Triethyl citrate
157.0
5000 115.0 AR UL SULLR UM B
29.0 15.60 15.80 16.00 16.20
60.0 87.0 2030 m/z 43.10 21.99%
N s I R N X B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73862: Ethylmalonic acid dipropy! ester
157.0
15.60 15.80 16.00 16.20
5000 43.0 115.0 m/z 203.10 11.49%
70 510 133.0 188.0
0"I'”'»“”“I'MRIJ“'IM”*I'“MI””'“'”'I'h'l'”'l
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29207: Quinoline, 4,8—dimethy|— | L BN LA L B
157.0 15.60 15.80 16.00 16.20
m/z 111.00 11.04%
5000
0 N 7‘1\0 I 10?0 In 12ﬁ‘0 \“ |
mz-> 20 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082418\

Data File : BG036407.D

Aca On : 24 Aug 2018 10:31

Operator : JU/SJ

ﬁ?ggle i J4568-04 081718-SIDI-E-U-S
ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Docosyl pentafluoropropionate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.35 2.69 ng 149068 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 1l-Heptacosanol 396 C27H560 002004-39-9 91
4 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 3074 (21.349 min): BG036407.D (-3070) (-) m/z 57.10 100.00%
57.1
97.1
5000
21.00 21.20 21.40 21.60
o} m/z 43.10 91.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57.0
97.0
5000 LRI DRI BRI UM
21.00 21.20 21.40 21.60
m/z 55.10 86 .46%
ol ”3?(‘)1810 224.0 264.0 308.0 353.0 454.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate
57.0
970 21.00 21.20 21.40 21.60
5000 m/z 83.10 79.11%
o REY }390 182.0 252.0 297.0 348.0
m/z--> 50 100 150 200 2%0 360 350 400 450
Abundance #210517: 1-Heptacosanol R s e S S e
57.0 197.0 21.00 21.20 21.40 21.60
m/z 97.10 68.40%
5000
39.0
ol L. [‘ ‘ }J\J 181.0 222.0 264.0 306.0 378.0
m/z--> 50 160 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG082418\

Data File : BG036407.D

Acq On : 24 Aug 2018 10:31

Operator : JU/SJ

3?22'6 i J4568-04 081718-SIDI-E-U-S
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.17 3.1 ng 47447 1 8.06 309037 20.0
unknown? .59 7.59 68.5 ng 1058360 1 8.06 309037 20.0
Triethyl citrate 15.98 2.4 ng 78368 3 14.69 660615 20.0
Docosyl pentafluo... 21.35 2.7 ng 149068 5 21.70 1107260 20.0
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