LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample : K6460-02

Misc :

ALS Vial : 3 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 3.147 5 10 30 rvB 1096015 1659824 17.91% 3.256%
2 5.068 332 337 348 rBV 158178 239702 2.59% 0.470%
3 5.538 409 417 430 rBV 933399 1500845 16.19% 2.944%
4 7.119 679 686 698 rBV 637642 1140056 12.30% 2.237%
5 7.495 741 750 760 rBVY 1883650 3234167 34.89% 6.345%
6 7.965 821 830 839 rBV 446419 783682 8.45% 1.537%
7 8.288 876 885 893 rBY 1638615 2902604 31.31% 5.695%
8 9.117 1017 1026 1038 rBV 1407316 2591499 27 .96% 5.084%
9 10.762 1297 1306 1313 rBV 650278 1163462 12.55% 2.283%
10 13.218 1716 1724 1732 rBVY 3908051 6104204 65.85% 11.976%

11 14.040 1859 1864 1874 rVB 153522 227230 2.45% 0.446%
12 14.593 1950 1958 1964 rBV 1157184 1794650 19.36% 3.521%
13 14.657 1964 1969 1975 rVB 69674 111938 1.21% 0.220%
14 15.145 2045 2052 2063 rBV2 59712 197189 2.13% 0.387%
15 16.079 2203 2211 2220 rBV 3531490 5338962 57.60% 10.474%

16 17.336 2418 2425 2436 rVB 1451482 2158028 23.28% 4.234%
17 18.241 2574 2579 2588 rBV2 148508 274590 2.96% 0.539%
18 18.564 2628 2634 2637 rBV7 57514 109926 1.19% 0.216%
19 19.951 2864 2870 2877 rBV 6606679 9269235 100.00% 18.185%
20 20.274 2922 2925 2931 rVB2 108875 119485 1.29% 0.234%

21 20.768 3006 3009 3013 rVB 205315 211260 2.28% 0.414%
22 21.261 3088 3093 3103 rVB2 614896 988533 10.66% 1.939%
23 21.584 3142 3148 3155 rVB2 1357010 2250437 24.28% 4._.415%
24 21.808 3181 3186 3192 rVB 361534 526741 5.68% 1.033%
25 22.407 3283 3288 3296 rBV 405863 643226 6.94% 1.262%

26 23.088 3397 3404 3414 rVB 429119 774278 8.35% 1.519%
27 23.876 3531 3538 3548 rBvV 363884 789371 8.52% 1.549%
28 24.710 3670 3680 3689 rBV3 802690 2305316 24.87% 4.523%
29 24.804 3690 3696 3706 rVB 283408 700383 7.56% 1.374%
30 25.915 3876 3885 3895 rVB 195870 564756 6.09% 1.108%

31 27.242 4103 4111 4125 rVB3 85129 296067 3.19% 0.581%

Sum of corrected areas: 50971646
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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: BG043889.D
6000000
5000000
4000000
3000000

2000000 7.49
8.29 012

1000000 5.54
7.12 797 10.76
5.07

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG043889.D

1995
6000000

5000000

13.22
4000000 16.08

3000000

2000000
17.34 21.58
14.59

1000000 21.26
20.27 20.77 21.81 22.41
14.04 .66 15.14 18.24g 56 l 3

L0 o LI e e o 0 L o i e B A e i o o o o e B e e R 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: BG043889.D

6000000
5000000
4000000
3000000
2000000

1000000 23.09 24.71
- 23.88 80
. 25.91
A . 27.24

e T T T T T T TR T T e T T R T T T T R

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\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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 3

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

3.15 42 .36 ng 1659820 1,4-Dichlorobenzene-d4 7.97
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 50
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 10 (3.147 min): BG043889.D (-5) (-) m/z 73.10 100.00%
3
5000 43
87
3.20 3.30 3.40 3.50 3.60
0....,....','-.'..%?..' b R 209, m/z 43.10  38.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HE U LR AR AR U
43 3.20 3.30 3.40 3.50 3.60
87 m/z 87.10 26 .34%
2 )b
0'”'P4”TL'W"'P”'P'“I”'W'“"”"'” A SRR SRR SRS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 o 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 25.36%
2
0‘
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 12 .49%
5000 87
4
15 ‘ 72
OIIIII"!"I"''5'I""I""I""I""IIIII IR SR R S SR S
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\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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 7

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

5.07 6.12 ng 239702 1,4-Dichlorobenzene-d4 7.97
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 32
3 Methvl 2.5.8.11-tetraoxatridecan... 236 C10H2006 1000366-78-2 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 9

Abundance Scan 337 (5.068 min): BG043889.D (-332) (-) m/z 43.10 100.00%
a3
59
5000
10 480 500 520 540
73 : : : :
Obrr e ..+i....,?“?..-,'..H?....lf‘.l...,.... rrrrrrrei2n | m/z 59.10  52.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 RN AR S R UL
4.80 500 5.20 5.40
59 m/z 101.10 19.65%
101
0 ayt i 71 83
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31 509
480 500 520 540
5000 m/z 58.10 17.54%
o \“ f I, '3 87 102
m/z--> 20 40 eb 85 160 120 140 160 180 200 220 240
Abundance #90116: Methyl 2,5,8,11-tetraoxatridecan-13-oate BB EEE RS SR
50 480 500 5.20 5.40
m/z 41.10 9.60%
5000 1
45
103
oL 15 ‘\ J J‘ 3 87 133147160 177191
m/z--> 20 4'0 60 80 100 120 14'10 160 180 200 220 240 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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 unknown7.49 Concentration Rank 1

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

7.49 82.54 ng 3234170 1,4-Dichlorobenzene-d4 7.97
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 1-l1soaquinolinemethanol. .alpha.-... 191 C12H17NO 114608-92-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 749 (7.489 min): BG043889.D (-741) (-) m/z 132.00 100.00%
132
5000 68
40 916 . - a3 720 7.40 7.60 7.80
Ol A R ey m/z 68.10 0 42.71%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL L R IR

7.20 7.40 7.60 7.80
m/z 134.00 33.97%

31
0 ||ll .J
A o o BRI e e e o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14491: 5-Aminoindole
132
R N RARE S m
7.20 7.40 7.60 7.80
5000 m/z 66.10 27.77%
104
66
391\
O . o L e I

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal S  EEREm T
132 7.20 7.40 7.60 7.80
m/z 69.10 17 .43%
5000 67
97
i
o,u.l,ﬁW;,ﬂ..,”..,”..,”..,.”.,.”.,.”.,.”.,.”., Y S NS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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 Hexathiane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.14 2.20 ng 197189 Acenaphthene-d10 14.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexathiane 192 S6 013798-23-7 94
2 Di(tert-butvl) trisulfide. perfl... 534 C8F18S3 016005-64-4 36
3 Pvridine-3.5-dicarbonitrile. 2-a... 192 C8H5CIN4 064829-09-0 9
4 1.2-Dimethvl-5-nitro-1H-imidazol... 192 C8H8N402 1000296-10-0 9
5 Benzene, l-bromo-4-chloro- 190 C6H4BrcClI 000106-39-8 9
Abundance Scan 2051 (15.139 min): BG043889.D (-2045) (-) m/z 64.00 100.00%
6
192
5000
96 128 AL RRREEE SRS R
mmﬁmmmmm
160
0 .3‘?,....|,..|e.,:...,....,....,....,....,...4.4?....,...., m/z 191.75  73.10%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #55118: Hexathiane
64 192
5000
128 14.80 15.00 15.20 15.40
% m/z 193.80 20.75%
0 160
m/z--> §0 160 1%0 200 250 360 3éo 460 4%0 560 '
Abundance #238160: Di(tert-butyl) trisulfide, perfluoro-
64
14.80 15.00 15.20 15.40
5000 m/z 127.90 19.73%
113
ol 1] e 283 315 24
m/z--> §0 160 1%0 260 250 360 3éo 460 4%0 560 '
Abundance #54980: Pyridine-3,5-dicarbonitrile, 2-amino-6-chloro-4-me...
192 14.80 15.00 15.20 15.40
m/z 95.90 16.63%
5000 157
43 26193130
0 'dflL+J”'l'wh"l""'"'|""|“"|""w"'|"'w
m/z--> 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.24 2.54 ng 274590 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Octadecanoic acid 284 C18H3602 000057-11-4 76
Abundance Scan 2579 (18.241 min): BG043889.D (-2574) (-) m/z 73.05 100.00%
43 73
5000 “
171185 18.00 18.20 18.40 18.60
0! m/z 43.10 85.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 0
5000 129 LRI UCRILN SRR UL U
18.00 18.20 18.40 18.60
m/z 60.10 77.26%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84455: Tetradecanoic acid
73
"' 18.00 1820 18.40 18.60
e 129 m/z 55.05 64.57%
0 o I‘I\I .!l ; .‘. |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72647: Tridecanoic acid R B R S
73 18.00 18.20 18.40 18.60
43 m/z 41.10 61.03%
5000 129
2
ol 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1850 1850 1540 18%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.26 8.79 ng 988533 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
4 1-Heneicosanol 312 C21H440 015594-90-8 86
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 83
Abundance Scan 3093 (21.261 min): BG043889.D (-3088) (-) m/z 57.10 100.00%
57
83
5000
1 U SRS SN BRI SUNRE
3 J 139 21.00 21.20 21.40 21.60
ol A gl i g L7 169 197217289 281 308 339 | nz7 43.05  83.28%
m/z--> 50 100 150 200 250 300 350
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
83
21.00 21.20 21.40 21.60
29 1t m/z 55.10 61.62%
0 A JI o sl LA
m/z--> 50 150 200 250 300 350
Abundance #95994: 1-Decanol, 2-hexyl-
57
—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—h
21.00 21.20 21.40 21.60
5000 83 m/z 71.10 58.61%
111
m/z--> 50 160 150 200 250 300 350
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester B o e o e
57 21.00 21.20 21.40 21.60
m/z 83.10 56.36%
5000
L LM 130 106 opa 29
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\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.81 4.68 ng 526741 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3186 (21.808 min): BG043889.D (-3181) (-) m/z 57.10 100.00%
LN BRI SO DU B
21.40 21.60 21.80 22.00 22.20
141
ol 183 225 267 295 356 429 n/z 71.10 73.81%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000
85 21.40 21.60 21.80 22.00 22.20
29 m/z 43.10 65.26%
o | 113 141 169 197 225 253 281 309 337 365 394
miz--> 0 §0 160 1%0 260 250 300 3éo 460
Abundance #194493: Hexacosane
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
21.40 21.60 21.80 22.00 22.20
5000 85 m/z 85.10 48 .23%
. 29 1 | M3 141 160 197 205 253 295 323 367
miz--> 0 §0 160 1%0 260 250 360 3éo 460
Abundance #141425: Heneicosane P T R [ R
57 21.40 21.60 21.80 22.00 22.20
m/z 41.10 25.13%
B ] MJL\
29
. | ‘ M3 141 169 107 205 253 296
miz--> 0 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 4(')0 21. 40 21. 60 21. 80 22. oo 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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 9
R.T. EstConc Area Relative to ISTD R.T.
22.41 5.72 ng 643226 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3289 (22.413 min): BG043889.D (-3283) (-) m/z 57.10 100.00%
g7
85
5000

22.00 22.20 22.40 22.60 22.80

113
ﬂ 11?1159 183 208 239 268 294 324342

o...3.,| 208 239 268 294 327342 m/z 71.10 71.99%
m/z--> 50 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000
22.00 22.20 22.40 22.60 22.80
29 m/z 43.10 65.34%
113
0 || I I L | AI 11?1 169 197 240
— =ttt
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
5[7
_rl_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_l_
22.00 22.20 22.40 22.60 22.80
5000 85 m/z 85.10 52.80%
29 113
oL T, j by g lﬁl 169 197 225 253 295 323 367
e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
5[7 22.00 22.20 22.40 22.60 22.80
m/z 55.10 25.71%
85
5000
29 113
oL L LT M 169 107 225 253 296
et T RN RS LR e
m/z--> 50 100 150 200 250 300 350 22. OO 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.09 6.88 ng 774278 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3404 (23.088 min): BG043889.D (-3397) (-) m/z 57.10 100.00%

57
5000 85

113 22 80 23.00 23.20 23.40
141 169
ob— J A .-:.ll Loy, 197 225 253 295 323 355 386 429 m/z 71.10 66.50%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
5|7
85
5000

22.80 23.00 23.20 23.40
m/z 43.10 63.60%

29
ol | |4 (169 197 225 253 296
et L EELANL AN S O B o o o o o B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l_

22.80 23.00 23.20 23.40

85

5000 m/z 85.10 50.49%
29
o1, } ‘ ﬂ113 141 169 197 225 253 338
i A
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- AR LN e e
57 22.80 23.00 23.20 23.40

m/z 55.10 21.57%

B 85 m\j\\"
113
‘ l LT 14 189 197 239 267 294 323 352

0....‘,....,....,.;..,....,....,....,....,.... R B EAEEE R

m/z--> 50 100 150 200 250 300 350 400 22. 80 23. 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.88 6.85 ng 789371 Perylene-d12 24.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3539 (23.882 min): BG043889.D (-3531) (-) m/z 57.05 100.00%

g7
5000 85 #/\\
13 | 23.60 23.80 24.00 24.20
141 169

oH WA, 5 160 107 225 267 205 341 m/z 71.10 69.21%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
85

5000 L I L B N R
23. 60 23. 80 24 00 24. 20

m/z 43.10 62 .25%

29
L ﬂ1}311§1|169 197 225 253 295 323 367
i e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

23.60 23. 80 24 00 24.20

85

5000 m/z 85.05 51.02%
29 113
L 1141 169 197 225 253 296
o} A 0 50 " N U B~ S
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane P T T
57 23. 60 23. 80 24 00 24. 20

m/z 55.05 23.19%

5000 85
2 1s 141
| ﬂ 169 197 225 253 281 309 337 365 394

ot et e P o o CuASates e S SR

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .80 6.08 ng 700383 Perylene-d12 24.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90

Abundance Scan 3695 (24.798 min): BG043889.D (-3690) (-) m/z 57.10 100.00%

5000

_F::::::>

24.40 24.60 24.80 25.00 25.20
m/z 71.10 69.92%

13
o 141169 211 253281 327356 415443

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129490: Eicosane

[6)]
B\
(o]
al

5000 T T 1T T T T 1T T T T T
24, 40 24 60 24. 80 25. 00 25 20
m/z 43.10 58.52%
29 13941
o 14116919722553282
,,, B o o e LI o e e s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
24.40 24.60 24.80 25.00 25.20
5000 m/z 85.10 50.22%

141169197225253 296

ERE

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493:; Hexacosane

57 24.40 24.60 24.80 25.00 25.20
m/z 55.05 20.97%
29 13

o7 [ 141169197205253 205323 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.91 4.90 ng 564756 Perylene-d12 24.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3884 (25.909 min): BG043889.D (-3876) (-) m/z 57.10 100.00%
57
5000 85
113 25,60 25.80 26.00 26.20
141 169
ol 3al] .‘.‘“, a0, 200 258276 325 395379 415 | sz 71.10  69.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
25.60 25.80 26.00 26.20
m/z 43.10 61.37%
29 113
o I|J 1 ] | 141 169 197 225 253 296
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #175559: Tetracosane
57
o 25.60 25.80 26.00 26.20
5000 m/z 85.10 51.01%
29
oL il [13,141 169 107 205 253 338
m/z--> éo 160 1éo 260 2%0 360 3%0 460
Abundance #194496: Docosane, 9-butyl-
43 25.60 25.80 26.00 26.20
m/z 55.05 23.77%
71
5000
99 182
oLl J‘ 127 155 | 11 22 pg1 %0° 336 364
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 350 4(')0 25.|60 25.I80 26.IOO 26.|20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043889.D

Aca On : 3 Jan 2020 15:59

Operator :© JU

Sample - K6460-02

Misc :

ALS Vial : 3 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 Nonadecane, 9-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
27 .24 2.57 ng 296067 Perylene-d12 24 .72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Eicosane 282 C20H42 000112-95-8 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 4111 (27.242 min): BG043889.D (-4103) (-) m/z 57.10 100.00%
5000
127 183 27.00 27.20 27.40 27.60
o 155 222 266 297 342 384 429 n/z 71.10 75 994
m/z--> 50 100 150 200 250 300 350 400
Abundance #129502: Nonadecane, 9-methyl-
57
5000
27.00 27.20 27.40 27.60
140 460 m/z 43.10 61.61%
0 211 238 267
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85 " 27.00 27.20 27.40 27.60
5000 m/z 85.10 51.75%
113
oL ] |d 1] 4169 197 225 psg 262
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #194493: Hexacosane
57 27.00 27.20 27.40 27.60
m/z 55.10 23.51%
5000 85
29 ] 113 141
ol b1 100 107 225 253 205303 se7 | EMWAAL i,
m/z--> 50 100 150 200 250 300 350 400 27.00 27.20 27.40 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010320\
Data File : BG043889.D

Acq On : 3 Jan 2020 15:59

Operator : JU

Sample - K6460-02

Misc :

ALS Vial : 3 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... 3.15 42.4 ng 1659820 1 7.97 783682 20.0
2-Pentanone, 4-hy... 5.07 6.1 ng 239702 1 7.97 783682 20.0
unknown7 .49 7.49 82.5 ng 3234170 1 7.97 783682 20.0
Hexathiane 15.14 2.2 ng 197189 3 14.59 1794650 20.0
n-Hexadecanoic acid 18.24 2.5 ng 274590 4 17.34 2158030 20.0
Ethanol, 2-(tetra... 21.26 8.8 ng 988533 5 21.58 2250440 20.0
Octacosane 21.81 4.7 ng 526741 5 21.58 2250440 20.0
Heptadecane 22.41 5.7 ng 643226 5 21.58 2250440 20.0
Tetracosane 23.09 6.9 ng 774278 5 21.58 2250440 20.0
Hexacosane 23.88 6.8 ng 789371 6 24.72 2305320 20.0
Eicosane 24 .80 6.1 ng 700383 6 24.72 2305320 20.0
Heneicosane 25.91 4.9 ng 564756 6 24.72 2305320 20.0
Nonadecane, 9-met... 27.24 2.6 ng 296067 6 24.72 2305320 20.0
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