LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037051.D

Aca On : 28 Sep 2018 15:22

Operator : JU/SJ

Sample : J5099-01

Misc :

ALS Vial : 35 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-BG092018 .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 5.150 312 317 327 rVB 27038 45200 1.75% 0.238%
2 5.615 390 396 420 rBV 598786 1115182 43.30% 5.863%
3 7.201 659 666 685 rBV 597164 1221154 47.41% 6.420%
4 7.571 722 729 750 rBV 589769 1152748 44.76% 6.061%
5 8.041 802 809 822 rBV 122436 257197 9.99% 1.352%
6 8.358 856 863 881 rBV 443668 865110 33.59% 4 .549%
7 9.199 999 1006 1032 rBV 345395 780647 30.31% 4.104%
8 10.844 1276 1286 1301 rBV 167042 349898 13.59% 1.840%
9 13.288 1693 1702 1719 rBV 873036 1519260 58.99% 7.988%
10 14.111 1835 1842 1851 rBvV 91046 156022 6.06% 0.820%

11 14.663 1922 1936 1951 rBV2 282534 504074 19.57% 2.650%
12 16.149 2183 2189 2206 rBV 781556 1370027 53.19% 7.203%
13 17.413 2397 2404 2415 rBV 389055 676268 26.26% 3.556%
14 18.294 2549 2554 2561 rBV2 55478 96511 3.75% 0.507%
15 20.015 2841 2847 2861 rBV 1909587 2575503 100.00% 13.541%

16 21.314 3063 3068 3080 rBvV 90127 164956 6.40% 0.867%
17 21.678 3123 3130 3143 rBV2 448905 807847 31.37% 4.247%
18 21.860 3156 3161 3169 rVB 125290 168854 6.56% 0.888%
19 22.465 3257 3264 3276 rBV 223477 395383 15.35% 2.079%
20 23.153 3374 3381 3391 rVB 352212 680367 26.42% 3.577%

21 23.952 3508 3517 3527 rBV 395922 872438 33.87% 4_587%
22 24.886 3664 3676 3694 rBV3 590977 1724025 66.94% 9.064%
23 26.008 3855 3867 3882 rBV2 259726 793349 30.80% 4.171%
24 27.348 4082 4095 4108 rBvV 140190 487528 18.93% 2.563%
25 28.970 4360 4371 4387 rVB3 46660 191750 7.45% 1.008%

26 30.914 4690 4702 4704 rBV3 15734 48372 1.88% 0.254%

Sum of corrected areas: 19019670
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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\BG092718\
: BGO37051.D

: 28 Sep 2018 15:22

: Ju/sd

: J5099-01

- 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG037051.D
1500000
1000000
5.61 7.20 7.57
500000 8.36
9.20
8.04 10.84
5.15
(O B e e LA N B L i e B s e
Time--> 3.50 4.00 4.50 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG037051.D
20.02
1500000
1000000 13.29
16.15
21.68
500000 17.41
O o o o o o B o B o S B S L L e s e e B e e e R e
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 TIC: BG037051.D
1500000
1000000
24.89
500000
26.01
27.35
28.97
o o 30.91
L e e e e e e e e e e e e e e e e e e B L e e i e i o i i i 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\BG092718\
Data File : BG037051.D

Aca On : 28 Sep 2018 15:22

Operator : JU/SJ

Sample : J5099-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 10

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

5.15 3.51 ng 45200 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 317 (5.150 min): BG037051.D (-312) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 IR SRS L IR
| 83.0 | 480 5.00 5.20 5.40
'WH“V“WH“%“W““P“W““H“W“”V“W““V“w““V“W““v“' m/z 59.10 57.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
5000 T et
480 5.00 5.20 5.40
101.0 m/z 101.10 18.09%
270 40 83.0
"I'”'I'”ﬁT"““UJ”I'Jhi"z%;g”l":“I"”I"“I"'W"'W"'W"'W"'W"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
480 500 520 540
5000 m/z 58.10 16.51%
59.0
101.0
"P"'P%?m?”'“““"I””'I'”?%;9”??:9I"”It'“l"'ﬁ"'ﬁ"'W"'W"'W"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
54.0 480 5.00 5.20 5.40
m/z 41.10 8.21%
5000
43.0
| | 71080 980 1230 1410 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037051.D

Aca On : 28 Sep 2018 15:22

Operator : JU/SJ

Sample : J5099-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknown7.57 Concentration Rank 1

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

7.57 89.64 ng 1152750 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 729 (7.571 min): BG037051.D (-722) (-) m/z 132.10 100.00%
13R.1
5000 68.1
401 541 | %09? 7.20 7.40 7.60 7.80 8.00
e preeib e bl 850 Ll Tm/z 68.10  50.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000
7.20 7.40 7.60 7.80 8.00
70.0 m/z 66.10 34 .93%
310 440
- . 86.0 | 116.0
mz-> 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 A\T'w"'w"'w"'w'
: 104.0 7.20 7.40 7.60 7.80 8.00
5000 ' m/z 134.10 32.56%
310 510 ‘
'WH'W“'W“J“J'ww'w'“w'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.40%
5000
150 280 390 520 30 770 900 1040 .., ||
mz> 10 % 30 40 50 6 70 80 60 100 110 130 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037051.D

Aca On : 28 Sep 2018 15:22

Operator : JU/SJ

Sample : J5099-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.29 2.85 ng 96511 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 2553 (18.288 min): BG037051.D (-2549) (-) m/z 73.10 100.00%
431 |, 731
5000
g7.2 1291 213.2
157.1 185.1 256.2 18.00 18.20 18.40 18.60
m/z 43.10 94 _.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R SRR UL BUGRR R
83.0 1800 1820 1840 1860
J‘u 1570 1gs0 2130 260 | M/z 60.10  92.51%
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 55.10 79.31%
15.0 My
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid e

73.0 18.00 18.20 18.40 18.60
m/z 57.10 73.53%

5000
129.0

‘ 1710 2140
H‘ h‘\ IR Y} |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 00 18 20 18. 40 18 60

=

[e¢]

L ©

- P

= w
o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037051.D

Aca On : 28 Sep 2018 15:22

Operator : JU/SJ

Sample : J5099-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Octacosyl trifluoroacetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.31 4.08 ng 164956 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 90
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 80
3 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 68
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 68
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 68
Abundance Scan 3067 (21.308 min): BG037051.D (-3063) (-) m/z 57.15 100.00%
57.1
5000
7.2
LN BN BN U
21.00 21.20 21.40 21.60
133.0
ALy R, emoaze0 o sss1 Rt e 1 oo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57.0
97.0
5000 A U SRR RN
21.00 21.20 21.40 21.60
l m/z 71.10 51.00%
Lkl 3?? 181.0 222.0 264.0 306.0 348.0 392.0 437.0 488.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
21.00 21.20 21.40 21.60
5000 m/z 55.10 45 _44%
L f m ;1330 175.0 288.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #211266: Oxalic acid, isobutyl octadecy! ester L B
57.0 21.00 21.20 21.40 21.60
m/z 83.10 37 .96%
5000
97.0
L] 1300 2240 290
m/z--> 50 100 150 200 250 300 350 400 450 ' 21.00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037051.D

Aca On : 28 Sep 2018 15:22

Operator : JU/SJ

Sample : J5099-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.86 4.18 ng 168854 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 3161 (21.860 min): BG037051.D (-3156) (-) m/z 57.10 100.00%

57.1
5000 85.1

21.60 21.80 22.00 22.20

| 1321412 197.3
LW P4 2160.3107.5225.52581 2952 3551 m/z 43.10 62.91%
miz--> 50 100 150 200 250 300 350
Abundance #141425:; Heneicosane
57.0
5000 LI L L L L L L B
85.0 21.60 21.80 22.00 22.20
29.0 m/z 71.20 54 .28%
|l Li ,ﬂ13°14101690197022502530 296.0
e P s —
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
R LSS
21.60 21.80 22.00 22.20
5000 85.0 m/z 85.10 41.46%
2.0
o i ﬂl 141.0169.0197.022502530 _ 29503230 _ 367.0
e e e o0 D 29903230
miz--> 50 150 200 250 300 350
Abundance #71393: Pentadecane A RERENEEE S L
57.0 21.60 21.80 22.00 22.20
m/z 55.10 22.52%
5000 850

29. O‘

| | 113014101600 212.0

m/z--> 100 150 200 250 300 350 21 60 21. 80 22. 00 22 20

8270-BG092018 .M Fri Sep 28 17:19:24 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037051.D

Aca On : 28 Sep 2018 15:22

Operator : JU/SJ

Sample : J5099-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22 .47 9.79 ng 395383 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3265 (22.471 min): BG037051.D (-3257) (-) m/z 57.10 100.00%

|

22. 20 22. 40 22. 60 22. 80
m/z 43.10 64 .10%

5000

155.2 211.3 267.2

357.1

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57.0
5000 LN L L L L L L LB B
22. 20 22. 40 22. 60 22. 80
m/z 71.15 55.17%
9.0
| |, 141.0183.0225.0267.0 323.0 380.0
B I I I e o B e o e o I L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
T T T T T T
22.20 22.40 22.60 22.80
5000 m/z 85.20 38.59%
. , 141.0183.02250 281.0323.0 379.0421.0463.0 506.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane S e SRS e

22. 20 22. 40 22. 60 22. 80
m/z 41.05 22.01%

9.0
141.0183.0225.0  296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. 20 22. 40 22. 60 22. 80

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037051.D

Aca On : 28 Sep 2018 15:22

Operator : JU/SJ

Sample : J5099-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Docosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.15 16.84 ng 680367 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Docosane 310 C22H46 000629-97-0 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 87

Abundance Scan 3381 (23.153 min): BG037051.D (-3374) (-) m/z 57.20 100.00%

57.2
5000 85.2

13.2 2280 23.00 23.20 23.40
| 141 2169 2
N ﬂ (200219722258 267.12953 3411 m/z 43.10 63.33%
miz--> 50 15 200 250 300 350
Abundance #141425: Heneicosane
5.0
5000 L L L L L L L L L L LB B
85.0 22.80 23.00 23.20 23.40
29.0 m/z 71.15 55.14%
|l Li ,ﬂ13°14101690197022502530 296.0
e P s —
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
SSRGS I N ———
2280 23.00 23.20 23.40
5000 85.0 m/z 85.15 42 _55%
29.0 13.
o i ﬂ 14}01690197022502530 29503230  367.0
e e e o0 D 29903230
miz--> 50 150 200 250 300 350
Abundance #153222: Docosane R e e
57.0 2280 23.00 23.20 23.40
m/z 55.10 24 _.71%
5000 85.0
29.0
'y ﬂ13°1410169019702250253028103100
i e e e e s
miz--> 50 100 150 200 250 300 350 2280 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037051.D

Aca On : 28 Sep 2018 15:22

Operator : JU/SJ

Sample : J5099-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.95 10.12 ng 872438 Perylene-d12 24 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3517 (23.952 min): BG037051.D (-3508) (-) m/z 57.20 100.00%

51.2
5000

99 23. 60 23. 80 24 00 24. 20
141.2 183.2
..,-.J...ﬂh.: 02 2393 2052 3881 m/z 43.10 61.17%

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane

5000

23. 60 23. 80 24 00 24. 20
m/z 71.15 57.08%

141.0 183.0 2250 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
23. 60 23. 80 24 00 24.20
5000 m/z 85.15 41 .20%
99.0
L L]y 1410 1830 2250 267.0 309.0 351.0 437.0
L e e o e e B T e B e L B o aa e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane B
57.0 23. 60 23. 80 24 00 24. 20
m/z 55.10 23.97%
5000
99.0
CL Ll |, 1410 1830 2250 267.0 309.0 367.0

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\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037051.D

Aca On : 28 Sep 2018 15:22

Operator : JU/SJ

Sample : J5099-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 6
R.T. EstConc Area Relative to ISTD R.T.
26.01 9.20 ng 793349 Perylene-di12 24 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 3867 (26.008 min): BG037051.D (-3855) (-) m/z 57.15 100.00%
51.1
5000 /\
| g J%[ ? 1a12 183. 2 2253  283.1 323.3355.1 25.60 25,80 26.00 26.20 26.40
ik | s L L S 2K S ST m/z 43.10 63.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 AR AU
25 60 25. 80 26. oo 26 20 26. 40
99.0 m/z 71.20 61.62%
|J |y ,| L J410 1830 2250 267.0 300.0 _ 367.0
m/z--> éo 100 1éo 200 250 360 3éo 460
Abundance #219831: Triacontane
57.0
25,60 25.80 26.00 26.20 26.40
5000 m/z 85.20 44 .51%
99.0
26.0) 1 | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> éo 100 1éo 200 250 360 3éo 460
Abundance #215181: 2-methyloctacosane T T T
57.0 %m%m%m%m%m
m/z 55.10 25.43%
5000
99.0
26,0, | | | ﬂ | %4}9 183.0 225.0 267.0 309.0 3650
m/z--> 5'0 100 1éo 2(')0 2éo 3(')0 3éo 4(')0 25.60 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037051.D

Aca On : 28 Sep 2018 15:22

Operator : JU/SJ

Sample : J5099-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Sulfurous acid, butyl tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
27.35 5.66 ng 487528 Perylene-di12 24.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 4095 (27.348 min): BG037051.D (-4082) (-) m/z 57.15 100.00%

517.1
5000

]_4]_ 2 27. OO 27. 20 27. 40 27. 60
A “ .ll.“ Lo 1832 2392 2983 361 | sz 43.10  61.38%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0

5000 S EanRa R R St
27.00 27.20 27.40 27.60

m/z 71.20 55.25%

99.0
2ao| [ J | 4 }410 183.0 225.0 281.0 337.0 394.0
e T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
27. OO 27. 20 27. 40 27.60
5000 m/z 85.20 39.40%
99.0
27,0 ] i J , 1410 183.0 2250 267.0 309.0338.0
L o e e T A e e e L B o e e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 27.00 27.20 27.40 27.60

m/z 55.10 23.13%

5000
99.0
ﬂo}.ldjmm:mozmomm 323.0 380.0

m/z--> 50 100 150 200 250 300 350 27. OO 217. 20 27. 40 217. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092718\
Data File : BG037051.D

Aca On : 28 Sep 2018 15:22

Operator : JU/SJ

Sample : J5099-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 Tetratetracontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

28.97 2.22 ng 191750 Perylene-d12 24 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 4371 (28.970 min): BG037051.D (-4360) (-) m/z 57.10 100.00%

57.1
5000

13.1 28. 60 2880 29. OO 29. 20
208.1 281.1
N ...]1,.'.-'.:,-....,.... A — m/z 43.10 57.14%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000 R R RaAe
28. 60 28 80 29. OO 29.20

m/z 71.20 56 .50%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0

28.60 28.80 29.00 29.20
5000 m/z 85.10 39.56%

| ] ]u1?01690 2250 2810 337.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #194493:; Hexacosane
57.0 28.60 28.80 29.00 29.20
m/z 55.10 19.30%
5000
13.0
110 160.0 2250 2950 367.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 28.60 28.80 29.00 29.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092718\
Data File : BG037051.D

Acq On : 28 Sep 2018 15:22

Operator : JU/SJ

Sample - J5099-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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... 5.15 3.5 ng 45200 1 8.04 257197 20.0
unknown7 .57 7.57 89.6 ng 1152750 1 8.04 257197 20.0
n-Hexadecanoic acid 18.29 2.9 ng 96511 4 17.41 676268 20.0
Octacosyl trifluo... 21.31 4.1 ng 164956 5 21.68 807847 20.0
Heneicosane 21.86 4.2 ng 168854 5 21.68 807847 20.0
Heptacosane 22 .47 9.8 ng 395383 5 21.68 807847 20.0
Docosane 23.15 16.8 ng 680367 5 21.68 807847 20.0
Octacosane 23.95 10.1 ng 872438 6 24.87 1724030 20.0
Hexacosane 26.01 9.2 ng 793349 6 24.87 1724030 20.0
Sulfurous acid, b... 27.35 5.7 ng 487528 6 24.87 1724030 20.0
Tetratetracontane 28.97 2.2 ng 191750 6 24.87 1724030 20.0
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