LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 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-BG123019.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 3.143 4 9 24 rVB 2498111 3715928 47 .63% 7.181%
2 5.064 330 336 345 rBV 202572 322079 4.13% 0.622%
3 5.540 410 417 433 rBV 1145330 1872122 24.00% 3.618%
4 7.126 678 687 700 rVB 824601 1486275 19.05% 2.872%
5 7.496 742 750 765 rBY 1927594 3395778 43.53% 6.563%
6 7.960 821 829 837 rBV 436672 744758 9.55% 1.439%
7 8.284 876 884 893 rBVY 1516277 2628223 33.69% 5.079%
8 9.112 1016 1025 1034 rBvV 1227897 2224924 28.52% 4 _.300%
9 10.763 1296 1306 1313 rBV 610614 1137995 14.59% 2.199%
10 13.219 1716 1724 1734 rVB 3272790 5373135 68.87% 10.384%

11 14.042 1858 1864 1876 rVB 247884 369203 4.73% 0.714%
12 14.594 1947 1958 1967 rVB 1036256 1725399 22.12% 3.334%
13 16.074 2203 2210 2227 rBV 2721089 4232797 54.25% 8.180%
14 17.332 2417 2424 2436 rBV 1337886 2080209 26.66% 4.020%
15 17.455 2436 2445 2453 rVB2 148401 237468 3.04% 0.459%

16 19.741 2830 2834 2837 rBV 124830 142599 1.83% 0.276%
17 19.946 2863 2869 2882 rBV 5717275 7801896 100.00% 15.078%
18 20.270 2920 2924 2929 rVB 267444 283739 3.64% 0.548%
19 20.763 3001 3008 3012 rBV 335619 404277 5.18% 0.781%
20 21.257 3086 3092 3104 rBV2 913477 1533341 19.65% 2.963%

21 21.580 3141 3147 3156 rBV2 1342164 2185959 28.02% 4.224%
22 21.803 3179 3185 3191 rBV 441918 623654 7.99% 1.205%
23 22.396 3280 3286 3298 rBV 484967 840007 10.77% 1.623%
24 23.078 3395 3402 3412 rVB 489355 914118 11.72% 1.767%
25 23.260 3427 3433 3440 rVB 194723 350680 4._.49% 0.678%

26 23.865 3528 3536 3552 rBV 436061 963630 12.35% 1.862%
27 24.706 3669 3679 3687 rBvV 796208 2153850 27.61% 4.162%
28 24.794 3687 3694 3703 rVB 358878 887421 11.37% 1.715%
29 25.898 3873 3882 3891 rVB 251296 703143 9.01% 1.359%
30 27.220 4097 4107 4118 rVB4 119393 410316 5.26% 0.793%

Sum of corrected areas: 51744923
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG043933.D

5000000

4000000

3000000
.14

2000000 7.50

8.28
5.54 9.11
1000000 7.13

796 10.76

5.06

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG043933.D

19195

5000000

4000000

13.22
3000000 16.07

2000000
17.33 21.58

1000000 14.59 21.26

20.27 20.76 21.80 22.40

14.04 7.46 19.7
o) SR A S | G Gy SOOI N |\ S/ S——V——— N LGS AL M SR L M Mt

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: BG043933.D

5000000
4000000
3000000
2000000

1000000 24.71
23.08 23.87
2326 79 25.90 2722

e e AR R R S e AR RREREREEEE S o o s e s

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\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.14 99.79 ng 3715930 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 9 (3.143 min): BG043933.D (-4) (-) m/z 73.05 100.00%
73

-

5000 43
87
9 281 3.20 3.30 3.40 3.50 3.60
m/z 43.10 39.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LI L L L L L LB B
43 3.20 3.30 3.40 3.50 3.60
‘ 87 m/z 87.10 27 .50%
,",l, B R B B e L o e R R LR e n e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87

3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.10 27.11%

T

Al L 112129
R R L e e  mas ma o REE RS o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 13.55%
5000 87
4
15 72

=

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.06 8.65 ng 322079 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 335 (5.058 min): BG043933.D (-330) (-) m/z 43.10 100.00%
43
59
5000
101 U R TR I U
| 73 g7 | 207 480 5.00 5.20 5.40
e et b B e e e | m/z 59.10  55.05%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U L R R L
480 5.00 5.20 5.40
59 101 m/z 101.00 16.96%
Tl EZ"'H""“ |'?9' ??" SRS SRS REESE SRR SRR SRR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #4484: Propane, 1-ethoxy-2-methyl-
59
st U L R R I
480 5.00 5.20 5.40
5000 m/z 58.10 15.79%
15 4 73 102
||2||||||||||r||||||||||8|7||||||||||||||||||||||||||||||||
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime e e ERENELE RS S
43 480 5.00 5.20 5.40
m/z 73.10 10.50%
5000
101
15 31 | Peo 6 \
mz-> 0 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.50 Concentration Rank 2

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

7.50 91.19 ng 3395780 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 751 (7.502 min): BG043933.D (-742) (-) m/z 132.00 100.00%
32
5000 68
0 sl g Pas T3 Tk 780 Tk
SNBSS TR AWM 1 OR[N VI~ NS || m/z 68.05 41.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UM A UL IR
7.20 7.40 7.60 7.80
0
314 5 78 m/z 134.00 34 .36%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
R S R U SRR
7.20 7.40 7.60 7.80
5000 m/z 66.10 26 .56%
104
66
14 27 37445158 P 7T g9 97 || 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R
132 7.20 7.40 7.60 7.80
m/z 69.10 16.68%
5000
33 44 o 97 105
| st e0 P | | ys |
mizs 1 % 30 4o B b 70 b % 100 190 130 1% 180 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknownl7.46 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

17.46 2.28 ng 237468 Phenanthrene-d10 17.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 2.4.6-tribromo- 327 C6H4Br3N 000147-82-0 46
2 Allvl 2.4.6-tribromophenvl ether 368 C9H7Br30 003278-89-5 12
3 Bromophos 364 C8H8BrClI203PS 002104-96-3 10

4 1-T4-Chloro-6-methvl-2-pvrimidvl... 329 C12H10CI3N5 051387-79-2 10
5 2H-1,4-Benzodiazepin-2-one, 7-br... 364 C15H10BrCIN202 070030-09-0 10

Abundance Scan 2446 (17.461 min): BG043933.D (-2436) (-) m/z 328.70 100.00%
3

5000

17.20 17.40 17.60 17.80
m/z 330.70  90.92%

m/z--> 50 100 150 200 250 300 350
Abundance #166928: Benzenamine, 2,4,6-tribromo-
329
5000 L SULBUL LU LR SR
62 9 17.20 17.40 17.60 17.80
170 250 m/z 302.70 45_12%
& 117 143 1 190 223 301
m/z--> 50 100 150 200 250 3(!)0 3é0 I
Abundance #195860: Allyl 2,4,6-trioromopheny! ether
62

17.20 17.40 17.60 17.80
5000 141 m/z 62.10 43 .32%

210
301
% 103 250 | 329 370
ey Rl g
miz--> 50 100 150 200 250 300 350
Abundance #193399: Bromophos e
331 17.20 17.40 17.60 17.80
m/z 300.70 43.12%
5000 125
93
63 213
44 % | ||| | 146165 180 °° 22 s67286305, || 350
S R PN R oY AT ML S —
miz--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.27 2.60 ng 283739 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 86
Abundance Scan 2924 (20.270 min): BG043933.D (-2920) (-) m/z 57.10 100.00%
57
85
5000
113 20.00 20.20 20.40 20.60
141
169 210 253 saL 48 oTo1 90 72.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85
20.00 20.20 20.40 20.60
m/z 43.10 68 .51%
an J1}3llﬁl 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85 20.00 20.20 20.40 20.60
5000 m/z 85.10 52.97%
29 113
[y 4 {77,242 ,169 107 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57 20.00 20.20 20.40 20.60
m/z 41.10 28.74%
85
5000
29
I} 1 ‘ Il ]\1::-31\141.1 ‘169 197 24\.0
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.76 3.70 ng 404277 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexacosane 366 C26H54 000630-01-3 83
3 Pentadecane 212 C15H32 000629-62-9 83
4 Tetradecane 198 C14H30 000629-59-4 83
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 3007 (20.757 min): BG043933.D (-3001) (-) m/z 57.10 100.00%
57
5000 85
113 20.40 20.60 20.80 21.00
141
) — | AL 7T 4 160189 211 239 265284 341 m/z 43.10 66.25%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
20.40 20.60 20.80 21.00
m/z 71.10 66.19%
T ‘ i 1] [ 14}t 169 197 225 253 282
m/z--> éo 100 150 260 250 360 3%0
Abundance #194493: Hexacosane {\
57
20.40 20.60 20.80 21.00
5000 85 m/z 85.10 47.94%
i i I i 111}34 141 169 197 225 253 295 323 367
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #71393: Pentadecane B EEEEE e AR
57 20 40 20. 60 20 80 21. oo
m/z 41.10 26.14%
5000 85
29

| | | ;118 141 159 212

m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00

8270-BG123019.M Tue Jan 07 15:26:02 2020 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 1-Hexadecanesulfonyl chloride Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.26 14.03 ng 1533340 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Hexadecanesulfonvl chloride
2 Octacosvl heptafluorobutvrate
3 Oxalic acid.

324 C16H33CIl02
606 C32H57F702
isobutvl hexadecvl ... 370 C22H4204

4 Pentafluoropropionic acid. hepta... 402 C20H35F502

5 Heptafluorobutyric acid,

n-octad. .. 466 C22H37F702

S 038775-38-1 87
1000351-83-6 87
1000309-38-1 81
959218-78-1 76
000400-57-7 76

Abundance Scan 3093 (21.263 min): BG043933.D (-3086) (-) m/z 57.10 100.00%
57
5000
97
7 169 21.00 21.20 21.40 21.60
o....,....,.Llf..,....,2.1.1.???..2.9,5....3,5.6.......,....,....,...., m/z 43.10 71.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164026: 1-Hexadecanesulfonyl chloride
57
97
5000
21.00 21.20 21.40 21.60
2 m/z 71.10 65.35%
AL L ase, 2 2T sor
B B s e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosy! heptafluorobutyrate
57
97 21.00 21.20 21.40 21.60
5000 m/z 85.10 45_.72%
39169
27 | 169 208237 278 320349 392 437 588
LR B AR R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester
57 21.00 21.20 21.40 21.60
m/z 55.10 43.72%
5000
97
%P N || 126155 204 269
e O M TR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.80 5.71 ng 623654 Chrysene-di12 21.58

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecane 240 C17H36 000629-78-7 93

2 Heneicosane 296 C21H44 000629-94-7 91

3 Octadecane 254 C18H38 000593-45-3 87
4 Hexadecane 226 C16H34 000544-76-3 87

5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3184 (21.797 min): BG043933.D (-3179) (-) m/z 57.05 100.00%

57
85
5000
113 21.40 21.60 21.80 22.00 22.20
141
o231 .‘l-.ll, Loay— 109 197 225 254 295 341 m/z 71.10 72.19%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000

21.40 21.60 21.80 22.00 22.20
m/z 43.10 69.16%

113
B O 0 R T DO
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
_rl_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l'

21.40 21.60 21.80 22.00 22.20

85

5000 m/z 85.10 53.79%
29 113
JUdf g 7y 11 169 107 225 253 206
N H B B I B A e e
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane EEEEEREEEA RS T
57 21.40 21.60 21.80 22.00 22.20

m/z 41.10 23.25%

5000 85
29
DLl [T 169 197 225 254

T | T T I I T
m/z--> 50 100 150 200 250 300 350 21.40 21.60 21.80 22.00 22.20

8270-BG123019.M Tue Jan 07 15:26:03 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Pentadecane, 8-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.40 7.69 ng 840007 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Eicosane 282 C20H42 000112-95-8 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3287 (22.402 min): BG043933.D (-3280) (-) m/z 57.10 100.00%
57
Jss
5000 j
113 22.00 22.20 22.40 22.60 22.80
141
- | L L0060 107 225009 205323 429 U "01765 68, 05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000
22.00 22.20 22.40 22.60 22.80
29 m/z 43.10 67.19%
| ) 11}3.1f1.169 197 240
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85 22.00 22.20 22.40 22.60 22.80
5000 m/z 85.10 52.67%
113
i ] Ly | Mt 169 107 225 253 282
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43 22.00 22.20 22.40 22.60 22.80
- m/z 55.05 24 .36%
5000
99 196
L J'H H%%7”ﬁ5?' "h !%2?'2?% a0 [rrr e NI BRI SN
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.08 8.36 ng 914118 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hexadecane 226 C16H34 000544-76-3 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3402 (23.078 min): BG043933.D (-3395) (-) m/z 57.10 100.00%
57
85 f
5000
113 22.80 23.00 23.20 23.40
141 169
— | A .U|, Lt 90197 225252 295323 355 401429 | nzz 71 .10 75.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85
22.80 23.00 23.20 23.40
m/z 43.10 64 .96%
29 113
| i |, 141,169 197 225 268
m/z--> 55 160 1éo 260 2éo 360 3%0 460
Abundance #83028: Hexadecane
57
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
22.80 23.00 23.20 23.40
5000 85 m/z 85.10 54 _.58%
20 | | | [M73141 169 197 226
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #141426: Heneicosane
57 22.80 23.00 23.20 23.40
m/z 55.10 23.65%
85
29 113
b 7)1 160 197 225 253 296
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')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\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Squalene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.26 3.26 ng 350680 Perylene-di12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 80
4 4.8.12-Tetradecatrienenitrile. 5... 245 C17H27N 005981-31-7 64
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 3433 (23.260 min): BG043933.D (-3427) (-) m/z 69.10 100.00%
6o
5000 nﬂ/\~_~j\
Tl "TRlo0 75120 7340 2360
149 : : : :
gl A TI6OO1 | 231253273205 341367 408 | nz5 g1 05 49.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
so00] 41
23.00 23.20 23.40 23.60
m/z 41.10 22.22%
9 137
Loyl a1y 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
23.00 23.20 2340 23.60
5000 m/z 95.05 12.05%
41
95 137
Lo bl a1y | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R maaT At St
69 23.00 23.20 23.40 23.60
a m/z 121.10 10.23%
5000
95 123
\H JJ.J“..‘Hl'..‘i.&“tg.].'7.7.|.... .
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\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.87 8.95 ng 963630 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Docosane. 11l-butvl- 366 C26H54 013475-76-8 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3537 (23.871 min): BG043933.D (-3528) (-) m/z 57.10 100.00%

85
5000

113 | 23.60 23.80 24.00 24.20
141]_69 211
et A LR, 219230266 809 351 401 489 | Thyz 71.10 70.79%

m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85

23.60 23.80 24.00 24.20
m/z 43.05 61.31%

113
[°141169 107 239 267 294 323 352
,....,....,....,....,....,....,....,....,....,
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57

23.60 23. 80 24. OO 24.20

85

5000 m/z 85.10 54 _.42%
29 113
|| | 71" 141160 107 225 253 296
B B e Lo
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane P T T T T
57 23. 60 23. 80 24, 00 24, 20

m/z 55.10 23.14%

5000 85

29
| | 113141160 197 225 253 281 300 337 365 394

m/z--> 0 50 100 150 200 250 300 350 400 450 23. 60 23. 80 24. 00 24. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 14 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24.79 8.24 ng 887421 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 93
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3693 (24.788 min): BG043933.D (-3687) (-) m/z 57.10 100.00%

57
85
5000

4 } 141 183 211 24.40 24.60 24.80 25.00 25.20
o34 Iy ” .I'. ZA6p10% 211 239 281 323 356319 | ns7 71.10  75.98%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 T 1T T LR B L T T T 1

24.40 24.60 24.80 25.00 25.20
m/z 43.10 64.43%

29 113
L ﬂ |~ 141,169 197 225 253 205 323 367
——— ,.... i o L A e e e e LA B B o
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
24 40 24. 60 24 80 25 00 25. 20
5000 85 m/z 85.10 59.42%
29
N A o e o e L A B e o e o e o o e o B e
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- R e R
57 24 40 24. 60 24 80 25 00 25. 20

m/z 55.10 23.77%

28
183
— ”.‘ i ‘ l ] J1}3\ 15\5 { 310

m/z--> 50 100 150 200 250 300 350 24 40 24. 60 24 80 25 00 25. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 15 10-Methylnonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

25.90 6.53 ng 703143 Perylene-di12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 10-MethvInonadecane 282 C20H42 056862-62-5 87
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 3882 (25.898 min): BG043933.D (-3873) (-) m/z 57.10 100.00%

5000

25.60 25.80 26.00 26.20
m/z 71.10 72 .03%

113 141

0 163183 211 239 281 342 415

m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane

5000
25.60 25.80 26.00 26.20

m/z 43.10 61.82%

113 141 169 197 205 268

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
25.60 25.80 26.00 26.20
5000 85 m/z 85.05 53.78%
29
‘J | (M 141 169 197 225 253 205 323 367
L e o e o B L e e e e e e LA i
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 25.60 25.80 26.00 26.20
m/z 55.10 23.91%
85
5000
29 113
T4 Lo J | 141 169 197 225 253 296
— it e e e e R R e s e
m/z--> 50 100 150 200 250 300 350 400 25. 60 25. 80 26. 00 26. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010620\
Data File : BG043933.D

Aca On : 6 Jan 2020 16:02

Operator :© JU

Sample : K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 16 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
27.22 3.81 ng 410316 Perylene-d12 24.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 4107 (27.220 min): BG043933.D (-4097) (-) m/z 57.05 100.00%
57
5000 l J
111 141 27.00 27.20 27.40 27.60
AL e a0 00 22 s3SI TG ooy
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 RIS SUNR IR B BN
27.00 27.20 27.40 27.60
m/z 43.10 56.50%
Zig‘ L 1| M1*,169 197 225 253 282
m/z--> 55 100 150 260 250 360 3%0 460
Abundance #194493: Hexacosane
57
" 27.00 27.20 27.40 27.60
5000 85 m/z 85.10 51.36%
29| i | M3 141 160 107 205 253 295 303 367
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #141426: Heneicosane
57 27.00 27.20 27.40 27.60
m/z 55.10 20.91%
85
5000
29 113
Tl L] J 141 169 197 225 253 296
m/z--> % 1m ﬁo ﬁ 250 ﬁo ﬁ)4& ﬂ%ﬂ%ﬂ%ﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010620\
Data File : BG043933.D

Acq On : 6 Jan 2020 16:02

Operator : JU

Sample - K6482-11

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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]
Butane, 2-methoxy... 3.14 99.8 ng 3715930 1 7.96 744758 20.0
2-Pentanone, 4-hy... 5.06 8.7 ng 322079 1 7.96 744758 20.0
unknown? .50 7.50 91.2 ng 3395780 1 7.96 744758 20.0
unknownl7 .46 17 .46 2.3 ng 237468 4 17.33 2080210 20.0
Heptadecane, 2,6,... 20.27 2.6 ng 283739 5 21.58 2185960 20.0
Eicosane 20.76 3.7 ng 404277 5 21.58 2185960 20.0
1-Hexadecanesulfo... 21.26 14.0 ng 1533340 5 21.58 2185960 20.0
Heptadecane 21.80 5.7 ng 623654 5 21.58 2185960 20.0
Pentadecane, 8-he... 22.40 7.7 ng 840007 5 21.58 2185960 20.0
Nonadecane 23.08 8.4 ng 914118 5 21.58 2185960 20.0
Squalene 23.26 3.3 ng 350680 6 24.71 2153850 20.0
Heptadecane, 9-oc... 23.87 8.9 ng 963630 6 24.71 2153850 20.0
Hexacosane 24.79 8.2 ng 887421 6 24.71 2153850 20.0
10-Methylnonadecane 25.90 6.5 ng 703143 6 24.71 2153850 20.0
Octacosane 27.22 3.8 ng 410316 6 24.71 2153850 20.0
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