LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 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 5.171 315 320 326 rBV 38942 56486 1.02% 0.238%
2 5.635 392 399 413 rVB 551541 871609 15.69% 3.676%
3 7.216 660 668 677 rBV 359540 604966 10.89% 2.552%
4 7.597 726 733 741 rBV 957014 1586785 28.56% 6.693%
5 8.067 807 813 820 rBV 170352 286550 5.16% 1.209%
6 8.391 860 868 878 rVB 838878 1427543 25.69% 6.021%
7 9.231 1001 1011 1022 rBV 733730 1296516 23.34% 5.468%
8 10.876 1282 1291 1298 rBV 231084 417753 7.52% 1.762%
9 13.320 1699 1707 1715 rBV 2014682 3108785 55.95% 13.112%
10 14.695 1934 1941 1949 rVB2 380034 623073 11.21% 2.628%

11 16.176 2186 2193 2207 rBV 1735494 2577183 46.39% 10.870%
12 17.433 2399 2407 2414 rBV2 566196 858880 15.46% 3.623%
13 18.326 2554 2559 2564 rBV2 40794 58867 1.06% 0.248%
14 19.595 2769 2775 2782 rBV3 74069 111579 2.01% 0.471%
15 20.048 2845 2852 2857 rBV 4051084 5555972 100.00% 23.434%

16 20.852 2982 2989 2995 rBV2 74618 128824 2.32% 0.543%
17 21.370 3072 3077 3082 rBV 132421 158736 2.86% 0.670%
18 21.699 3126 3133 3142 rBV 653549 1049201 18.88% 4._.425%
19 21.922 3165 3171 3179 rVB 185272 263049 4.73% 1.109%
20 22.539 3269 3276 3284 rVB 202119 332446 5.98% 1.402%

21 23.244 3389 3396 3404 rVB 189883 352671 6.35% 1.487%
22 24.055 3526 3534 3545 rBV 158350 343004 6.17% 1.447%
23 24.918 3671 3681 3691 rBV 352795 992374 17.86% 4.186%
24 25.018 3691 3698 3709 rVB3 123763 299438 5.39% 1.263%
25 26.170 3885 3894 3904 rVB2 72824 216455 3.90% 0.913%

26 27.551 4118 4129 4139 rBvV4 37137 130307 2.35% 0.550%

Sum of corrected areas: 23709052
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
4000000

3000000

2000000

1000000

TIC: BG036395.D

7.60
8.39 9.23
5.64
7.22

517 8.07

10.88

0
Time-->

350 400 450 500 550 6.00 650 7.00 750 800 8.50

9.00

T T T T
9.50 10.00 10.50 11.00 11.50 12.

00 12.50

Abundance
4000000

3000000

2000000

1000000

TIC: BG036395.D
20.05

13.32
16.18

17.43
14.70

19.60

18.33

21.70

20.85 21.37 21.92
A

A,
L

22.54

0
Time-->

N
LN N N e B e e B B B N O e D I B D B I B O

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
4000000

3000000

2000000

1000000

TIC: BG036395.D

24.92

23.24 02 26.17

24.05 27.55

0

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\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 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 9

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

5.17 3.94 ng 56486 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
4 Acetamide. N-(aminocarbonvl)- 102 C3H6N202 000591-07-1 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 320 (5.171 min): BG036395.D (-315) (-) m/z 43.10 100.00%
43.1
5000 59.1
| mo M 450 500 550 540 50
L L 1 LT m/z 59.10 45_.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR L LS I
59.0 480 500 520 540 560
m/z 58.10 17.66%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 5.00 520 5.40 5.60
5000 m/z 101.10 13.25%
101.0
o 180 30 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3098: 2-Propyn-1-ol, acetate R s e A
43.0 480 5.00 520 5.40 5.60
m/z 41.10 7.97%
5000
0 5§.O 70.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 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 2 unknown7.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

7.60 110.75 ng 1586790 1,4-Dichlorobenzene-d4 8.07

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 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 733 (7.597 min): BG036395.D (-726) (-) m/z 132.05 100.00%

13R.1
5000 68.1
0o sy [| e 150 70 150 7ho 80
Obrrprrrrprrrr el b el e 890 L 8L L Tm/z 68.10  48.02%
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 R U IR R

7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.17%

31.0 51.0
o T “ 1, I
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
R AR REEEE LS
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 32.26%
150 280 390 520 830 770 900 1040 .., ||
e e e et e e e e
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.28%
5000
33.0 44.0 0.0 105.0
.o, " ee0 | | ‘
o) SIS PRMEE BN 15 AL PRSI BN NS N N HMNSISSUNS 1} BN L Y ' VSN
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\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.60 2.13 ng 111579 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2776 (19.601 min): BG036395.D (-2769) (-) m/z 73.10 100.00%
431 731
5000
241.3 284.3
19.20 19.40 19.60 19.80 20.00
(o} m/z 43.10 89.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 N SRR DR U B
19.20 19.40 19.60 19.80 20.00
m/z 60.10 87 .93%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
73.0
129.0 19.20 19.40 19.60 19.80 20.00
5000 m/z 57.10 87 .86%
43.0
jl 1910 172.0
Obrrrprrrr el b e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 , 73.0 19.20 19.40 19.60 19.80 20.00
m/z 55.05 78.05%
5000 129.0
o250l Il L,L‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80 20.00

8270-BG082318.M Fri Aug 24 16:24:47 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 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 5 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.85 2.46 ng 128824 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Pentadecane 212 C15H32 000629-62-9 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 2989 (20.852 min): BG036395.D (-2982) (-) m/z 57.20 100.00%
57.2 “
5000
99[1 141.2 191.0 240.2 283.1 20.60 20.80 21.00 21.20
ol e e m/z 43.10 58.75%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 U AL U B
20.60 20.80 21.00 21.20
0 m/z 71.20 50.37%
o 27‘r0| I )y, 1410 1830 2250 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #202662: Heptacosane
57.0
" 20.60 20.80 21.00 21.20
5000 m/z 85.20 33.29%
27.0 99.0 140
ol el bl o -0 1830 2250 267.0 8230  380.0
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0 20.60 20.80 21.00 21.20
m/z 41.10 25.35%
5000
0 270] | | 1% 1410 sepomz0
m/z--> 55 160 1%0 200 250 360 3%0 ' 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 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 6 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.37 3.03 ng 158736 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 3077 (21.370 min): BG036395.D (-3072) (-) m/z 57.20 100.00%
57.2
5000 85.2
By 2100 2120 2140 2160
ol |, 2002 20810081 2810 a1 R aR e oy
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000
85.0 21.00 21.20 21.40 21.60

m/z 71.20 62.51%
ﬂ130141016901970225025302810 323.0351.0380.0

29.0l
oL A e e e Pas oo
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
LIIIIIIIIIIIIIIIIIIIIIII
21.00 21.20 21.40 21.60
5000 85.0 m/z 85.20 42 .58%
13.
0 ‘ J ﬂ ‘141016901970 239056702960  352.0
—— : e —
m/z--> 50 150 200 250 300 350
Abundance #175557: Tetracosane R
57.0 21.00 21.20 21.40 21.60
m/z 55.10 25.33%
5000 85.0
29.0
0 ‘ ﬁ13°14101690197022502530281030903380
: T e e
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 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 7 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.92 5.01 ng 263049 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3171 (21.922 min): BG036395.D (-3165) (-) m/z 57.15 100.00%
57.1
5000 852
113.2 21.60 21.80 22.00 22.20
1412
ob— I,| W [ 42160.2197.3225.3063.3281.13003 m/z 43.10 58.71%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 AR AU RS
85.0 2160 21.80 22.00 22.20
29.0 m/z 71.10 55.44Y%
0 | }13014101690 212.0
m/z--> 100 1%0 260 250 360 3%0
Abundance #175557: Tetracosane
57.0
21'60 21.80 22.00 22.20
5000 85.0 m/z 85.15 38.62%
29.0
ol ‘ ﬂ13014101690197022502530281030903380
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane LI L LB L N I L
57.0 21.60 21.80 22.00 22.20
m/z 55.10 22.17%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 351;0 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 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 8 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.54 6.34 ng 332446 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3276 (22.539 min): BG036395.D (-3269) (-) m/z 57.15 100.00%
57.1
5000
99.2 22.20 22.40 22.60 22.80
1412
0 J, U i 1832 2258 2952 3855 m/z 43.10 56.54%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 AU R
22.20 22.40 22.60 22.80
m/z 71.20 55.28%
99.0
0 25@\ JJ ﬂ . }4}0 183.0 225.0 281.0 3370 394.0
miz--> 0 50 100 1%0 260 250 300 350 460
Abundance #202662: Heptacosane
57.0
22120 22.40 22.60 22.80
5000 m/z 85.20 41.92%
Fgo
ol 250] S iy 3410 1830 2250 2670 3230 3800
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane T L | DL
57.0 22.20 22.40 22.60 22.80
m/z 55.05 24 .78%
5000
99.0
ol15.0 ‘ L |y 141.0 1830 225.0 296.0
miz--> 0 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&'30 4(')0 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 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 9 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.24 6.72 ng 352671 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3395 (23.238 min): BG036395.D (-3389) (-) m/z 57.20 100.00%

23. 00 23 20 23. 40 23. 60
155.2 197.2 .
0 267.3 309.4 m/z 43.10 57.62%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane

5000

57.0

5000 LB B A I S R
23. 00 23 20 23. 40 23. 60

m/z 71.10 53.95%

99.0
ol L. |||, 1410 1830 2250 267.0 300.0 367.0
et e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0

23.00 23.20 23.40 23.60

5000 m/z 85.15 40.88%
99.0
ol250) | | 7|, 1410 1830 2250 267.0 3230 3800
e B e e i
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane e ERREREEE B S

57.0 23.00 23.20 23.40 23.60
m/z 55.10 22 .84%

5000
99.0
o | || | 1410 1830 2250 267.0 309.0 351.0 437.0
SN P05 A0 Y ot sl i L

m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 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 10 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .05 6.91 ng 343004 Perylene-di12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 3533 (24.049 min): BG036395.D (-3526) (-) m/z 57.15 100.00%
57.1
5000
99.2 ' 23.80 24.00 24.20 24.40
141.2 - - - -
) E— ,J Iy 2%p2 1832 2253 2650 3005 3851 4009 o 43 10 57.95%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000
23.80 24.00 24.20 24.40
99.0 m/z 71.10 57 .85%
0 |J ]ﬂ,}ﬂomw250%m3wo 367.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57.0
23.80 24.00 24.20 24.40
5000 m/z 85.20 41.16%
99.0
oﬁd“ JJ}Momwzﬁo 296.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane R e R RA
57.0 23.80 24.00 24.20 24.40
m/z 55.10 21.92%
5000
99.0
o 2@10‘ ‘ Ly 1410 1830 225.0 267.0 338.0
mz-> 0 50 100 1&'30 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 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 11 Hexatriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.02 6.03 ng 299438 Perylene-di12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 3698 (25.018 min): BG036395.D (-3691) (-) m/z 57.10 100.00%
57.1
5000 {S
l 99 2 1412 1833 29590533 24.80 25.00 25.20 25.40
ob b b g 7 JO39 22522933 m/z 71.20 57.84%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000
24.80 25.00 25.20 25.40
m/z 43.10 57.48%
o 270} . ‘ “ | _}4} 0. 1830 225.0 267.0 309.0 351.0380.0
m/z--> 55 100 150 260 250 360 3éo
Abundance #175557: Tetracosane
57.0
24.80 25.00 25.20 25.40
5000 m/z 85.15 40.16%
9.0
0 27,0 I Ly 1410‘ 183.0 225.0 267.0 309.0338.0
m/z--> 50 160 1éo 200 250 360 3éo
Abundance #194493: Hexacosane
57.0 24.80 25.00 25.20 25.40
m/z 55.10 23.86%
5000
99.0
ol 1. j | t\ 1410 1830 2250 267.0 309.0  367.0
m/z--> 5'0 100 150 200 25'30 3(')0 3éo 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 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 12 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.17 4_.36 ng 216455 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3894 (26.170 min): BG036395.D (-3885) (-) m/z 57.15 100.00%
57.1 T
5000
113.1 25.80 26.00 26.20 26.40
183.2
0 ...,...J.J!l.".‘.f,....,.2.??,3.... R — m/z 71.10 61.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000
25.80 26.00 26.20 26.40
130 m/z 43.10 58.87%
o 16? ‘0‘2‘2§ 0 309 0 365 0 437.0
m/z--> éo 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #194493: Hexacosane
57.0
25.80 26.00 26.20 26.40
5000 m/z 85.15 41.69%
ol 1L 139 1690 2250 2950 367.0
m/z--> éo 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance #241527: Tetratetracontane
57.0 25.80 26.00 26.20 26.40
m/z 55.15 22 .25%
5000
o 1130 169.0 2250 2810 337.0 3930 4630 5610 6150
m/z--> éo 160 1%0 200 250 300 350 400 4éo 500 séo 660 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036395.D

Aca On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample : J4522-08

Misc :

ALS Vial : 18 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 13 Sulfurous acid, butyl undec... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
27 .55 2.63 ng 130307 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 83
2 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Hexacosane 366 C26H54 000630-01-3 74
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 4129 (27.551 min): BG036395.D (-4118) (-) m/z 57.20 100.00%
57.2
5000 | 85.2
ol |,I -I|| b T8 2000 S 8L L Ths7 43.20  55.08%
m/z--> 50 100 150 200 250 300 350
Abundance #137567: Sulfurous acid, butyl undecy! ester
51.0
5000 DRSNS UL SR B
85.0 27.20 27.40 27.60 27.80
20.0 m/z 71.10 46.40%
m/z--> 50 100 150 200 250 300 350
Abundance #125656: Sulfurous acid, butyl decyl ester
57.0
27.20 27.40 27.60 27.80
5000 85.0 m/z 85.15 44 _.28%
290‘ ‘ 141.0
oL &,‘uﬂ A pzo” w0
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0 27.20 27.40 27.60 27.80
m/z 55.10 21.82%
5000 85.0
29.0 113.0
oL “ Iy [0 ,141.0169.0 197.0225.0 253.0 281.0 309.0 338.0
m/z--> 50 100 150 200 250 300 350 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082418\
Data File : BG036395.D

Acq On : 24 Aug 2018 2:42

Operator : JU/SJ

Sample - J4522-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.17 3.9 ng 56486 1 8.07 286550 20.0
unknown7 .60 7.60 110.8 ng 1586790 1 8.07 286550 20.0
Octadecanoic acid 19.60 2.1 ng 111579 5 21.70 1049200 20.0
Octacosane 20.85 2.5 ng 128824 5 21.70 1049200 20.0
Heptacosane 21.37 3.0 ng 158736 5 21.70 1049200 20.0
Pentadecane 21.92 5.0 ng 263049 5 21.70 1049200 20.0
Heneicosane 22 .54 6.3 ng 332446 5 21.70 1049200 20.0
Tetracosane 23.24 6.7 ng 352671 5 21.70 1049200 20.0
Hexacosane 24 .05 6.9 ng 343004 6 24.92 992374 20.0
Hexatriacontane 25.02 6.0 ng 299438 6 24.92 992374 20.0
Hentriacontane 26.17 4.4 ng 216455 6 24.92 992374 20.0
Sulfurous acid, b... 27.55 2.6 ng 130307 6 24.92 992374 20.0
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