LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062218\

Data File : BG035354.D

Aca On - 23 Jun 2018 5:49 Instrument :

Operator : JU/SJ ?:'I\:gﬁ(t;Sam ol

agmple : J3587-02 0&w1&DB£iED$
isc :

ALS Vial : 21 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 5.631 392 399 409 rVB 277476 444163 10.33% 2.579%
2 7.205 660 667 677 rBV 182356 358841 8.34% 2.083%
3 7.587 724 732 742 rVB 512822 890932 20.72% 5.172%
4 8.051 804 811 820 rBV2 163560 294376 6.84% 1.709%
5 8.380 857 867 878 rVB 744781 1321534 30.73% 7.672%

9.214 1000 1009 1019 rBV 603574 1084385 25.21% 6.295%
10.859 1279 1289 1298 rBVY 196920 361247 8.40% 2.097%
13.297 1696 1704 1712 rBV 1729821 2709694 63.00% 15.731%
14.126 1840 1845 1855 rVB 61682 92255 2.15% 0.536%
14.672 1930 1938 1946 rBV2 339018 575065 13.37% 3.339%

=
QO ~NO®

11 15.958 2153 2157 2164 rBV 83215 109316 2.54% 0.635%
12 16.158 2184 2191 2200 rBV 955849 1430095 33.25% 8.302%
13 17.415 2399 2405 2412 rBV2 504681 754962 17 .55% 4 _.383%
14 18.296 2551 2555 2562 rBV2 42988 64026 1.49% 0.372%
15 20.023 2843 2849 2859 rBV 3288285 4300777 100.00% 24.968%

16 21.680 3124 3131 3141 rVB2 554812 926124 21.53% 5.377%
17 22.479 3263 3267 3273 rBV2 33511 54277 1.26% 0.315%
18 23.172 3380 3385 3391 rBV3 57605 102963 2.39% 0.598%
19 23.983 3514 3523 3530 rBV3 72351 152772 3.55% 0.887%
20 24.905 3667 3680 3693 rBvV 307657 1004085 23.35% 5.829%

21 26.056 3867 3876 3884 rBv4 44384 132686 3.09% 0.770%
22 27.419 4101 4108 4116 rVB4 19942 60415 1.40% 0.351%

Sum of corrected areas: 17224990
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062218\

BG035354.D

23 Jun 2018 5:49

JussJ

J3587-02

21 Sample Multiplier: 1

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

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

061818-DBRI-E-D-S

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG035354.D

8.38

759 9.21

5.63

7.21 8.05

10.86

0

Time--> 3.50

4.00 450 5.00 550 6.00 6.50 7.00 750 8.00 8.50

T T T T
9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG035354.D

13.30

16.16

17.42
14.67

14.13 15.9 18.30

20.02

21.68

22.48

o
LI B B

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

3000000

2500000

2000000

1500000

1000000

500000

23.17
A

TIC: BG035354.D

24.91

26.06

23.98 27.42

Ol

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

8270-BG060718.

M Mon Jun 25 15:33:20 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035354.D

Aca On - 23 Jun 2018 5:49

Operator : JU/SJ

ﬁ?ggle i J3587-02 061818-DBRI-E-D-S
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 2

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

7.59 60.53 ng 890932 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 732 (7.587 min): BG035354.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2
40.1 ‘ %62 720 7.40 7.60 7.80 8.00
1 541 . . . .
o..,....,....,....',".'...,.'.'..,:!-.'.|,..':??-.3’...,..]-.,}.9.7.-,1....,....,~'.~..,... m/z 68.15 48_91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 I L RS R
7.20 7.40 7.60 7.80 8.00
m/z 134.15 34.23%
150 280 390 520 830 770 900 1040 .0, |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R R e RN EEE
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.15 31.34%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole N e R e
132.0 7.20 7.40 7.60 7.80 8.00

m/z 69.15 21.34%

5000

104.0
66.0

140 27.0 390 510 "RT 710 g94 | 4150 |

B T [ — /NS S

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

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035354.D

Aca On - 23 Jun 2018 5:49

Operator : JU/SJ

ﬁ?ggle i J3587-02 061818-DBRI-E-D-S
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.96 3.80 ng 109316 Acenaphthene-d10 14 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 83
2 O-Acetvicitric acid triethvl ester 318 C14H2208 000077-89-4 72
3 3-Chloro2-fluorobenzoic acid. 3-... 356 C20H30CIFO02 1000338-64-3 50
4 3-Chloro2-fluorobenzoic acid. 3-... 398 C23H36CIF02 1000338-65-4 40
5 Hexanedioic acid, 3-ethyl-, bis(... 286 C16H3004 057983-54-7 38
Abundance Scan 2157 (15.958 min): BG035354.D (-2153) (-) m/z 157.10 100.00%
157.1
5000 1152
@1 a7 Sy 15160 16180 1600 1620
Ol prrrrheretprte b bbb e bt 23 | m/Z 115.15  35.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123853: Triethyl citrate
157.0
A
5000 115.0 LN UNRA SRR SR I
430 15.60 15.80 16.00 16.20
' 203.0 m/z 203.15 13.28%
‘ ‘ 87.0
0'“|”'w'“'w'“|“'w'ﬂ'ﬁm“|“"'”'w'“ BRRAYSARSEBARAS SRARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
157.0
43.0 AR LR SRS
15.60 15.80 16.00 16.20
5000 203.0 m/z 43.15 12.24%
115.0
15.0 85.0 231.0 273.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #187866: 3-Chloro2-fluorobenzoic acid, 3-tridecyl ester
157.0 15.60 15.80 16.00 16.20
m/z 111.05 10.19%
5000
182.0
430 69.0 970 9999
0 IIIIIIIII“I”H‘I”H\lehw” ‘\ ||‘l|||‘|‘|||||||‘ ”I‘I\I‘”” .2.].'5.9...|....|....|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035354.D

Aca On - 23 Jun 2018 5:49

Operator : JU/SJ

ﬁ?ggle i J3587-02 061818-DBRI-E-D-S
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.17 2.22 ng 102963 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
3 Hexacosane 366 C26H54 000630-01-3 86
4 Tridecane. 3-methvl- 198 C14H30 006418-41-3 86
5 Triacontane 422 C30H62 000638-68-6 80
Abundance Scan 3385 (23.172 min): BG035354.D (-3380) (-) m/z 57.15 100.00%
51.1
5000
9.3
14131833 53932811 22.80 23.00 23.20 23.40
I : 3628 m/z 71.20 77.03%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129490: Eicosane
57.0
5000
22.80 23.00 23.20 23.40
9.0 m/z 43.20 61.02%
41.0
o il L Y0000 2220
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
22.80 23.00 23.20 23.40
5000 m/z 85.25 50.42%
0
0 141.0182.0 955 9 28103220
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57.0 22.80 23.00 23.20 23.40
m/z 99.25 23.33%
5000
9.0
ol L | ;141.0183.0225.0267.0309.0 367.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251,0 3(')0 3&1,0 4(')0 4&1,0 5(')0 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062218\
Data File : BG035354.D

Aca On : 23 Jun 2018 5:49

Operator : JU/SJ

Sample : J3587-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Octacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.98 3.04 ng 152772 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 80
2 Heptadecane 240 C17H36 000629-78-7 80
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 64
4 Docosane 310 C22H46 000629-97-0 58
5 Tetracosane 338 C24H50 000646-31-1 58

Abundance Scan 3523 (23.983 min): BG035354.D (-3514) (-) m/z 57.15 100.00%
51.1
5000 /\
3 23160 23,80 2400 2420 |
141.2 183.3 281.1
ol A 223 389 A1 Tnyz 71.15  60.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 AUV B
2360 23.80 24.00 24.20
m/z 85.15 55.48%
99.0
oL, 2510, ‘ L |4 }4}0 1830 2250 2810 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
2360 2380 2400 2420 |
5000 m/z 43.20 48.21%
99.0
o 25.0 141.0 183.0 240.0
mz-> 50 100 150 200 250 300 350 400
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexyl ester
57.0 23.60 23.80 24.00 24.20
m/z 55.15 25.91%
5000
113.0
0..WL,MW..,....,.... —
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062218\

Data File : BG035354.D

Aca On - 23 Jun 2018 5:49

Operator : JU/SJ

ﬁ?ggle i J3587-02 061818-DBRI-E-D-S
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 6 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.06 2.64 ng 132686 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 80
2 Hentriacontane 437 C31H64 000630-04-6 78
3 Eicosane 282 C20H42 000112-95-8 72
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 59
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 53
Abundance Scan 3877 (26.062 min): BG035354.D (-3867) (-) m/z 57.15 100.00%
57.1
5000
f93 2071
41.3 . 281.1 25.80 26.00 26.20 26.40
Obrrhdid ||, b o ST AL 4664 83 /7 71.15  75.28%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175556: Tetracosane
57.0
5000
25.80 26.00 26.20 26.40
m/z 43.25 63.89%
0 \‘ 1 h h\ h u\ ]\-4:\[ 9]\'8\3 0225 0 A 281.0 338 0
m/z--> éo 100 150 260 250 360 3éo 460 4éo 560 !
Abundance
57.0
25.80 26.00 26.20 26.40
5000 m/z 85.20 47 .88%
9.0
o 141.0183. 0225 0267 0309.0351.0393.0436.0
m/z--> §0 160 1%0 200 250 300 350 400 4%0 560 !
Abundance #129491: Eicosane
7.0 25.80 26.00 26.20 26.40
m/z 55.15 24 .31%
5000
. 9?141 0183.0225.0 282.0
B DT DA s s A s A un A A R 25.80 26.00 26.20 26.40

8270-BG060718.M Mon Jun 25 15:33:24 2018 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG062218\

Data File : BG035354.D

Acq On = 23 Jun 2018 5:49

Operator : JU/SJ

3?22'6 i J3587-02 061818-DBRI-E-D-S
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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]
unknown? .59 7.59 60.5 ng 890932 1 8.06 294376 20.0
Triethyl citrate 15.96 3.8 ng 109316 3 14.67 575065 20.0
Eicosane 23.17 2.2 ng 102963 5 21.68 926124 20.0
Octacosane 23.98 3.0 ng 152772 6 24.91 1004090 20.0
Tetracosane 26.06 2.6 ng 132686 6 24.91 1004090 20.0
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