LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121518\
Data File : BG038633.D
Aca On : 16 Dec 2018 10:07 Instrument :
Operator : JU/SJ ?:'l\!A_?S el

- _ lentosampleld :
3?22'6 : J6378-07 P001-SD010-0612-01
ALS Vial : 33 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-BG121218 .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

5.141 344 349 360 rVB 31904 58534 4.01% 0.541%
5.353 381 385 391 rBV3 15919 27247 1.87% 0.252%
rBv 461183 790394 54.12% 7.304%
5.670 434 439 456 rVB 250116 452705 31.00% 4.183%
7.116 679 685 692 rBv2 49976 84617 5.79% 0.782%
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7.215 694 702 718 rVB 480377 949751 65.04% 8.777%
7.586 757 765 777 rBV 448846 820884 56.21% 7.586%
rvB 24675 39321 2.69% 0.363%
7.944 819 826 832 rBV3 8952 15864 1.09% 0.147%
8.061 839 846 848 rBV 83488 143985 9.86% 1.331%
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11 8.097 848 852 859 rvv 83148 148432 10.16% 1.372%
12 8.379 893 900 911 rVB 308348 569632 39.01% 5.264%
13 9.237 1038 1046 1059 rBvV 295428 555686 38.05% 5.135%
14 9.560 1094 1101 1107 rBV 18291 28531 1.95% 0.264%
15 10.876 1317 1325 1331 rBV 113312 211493 14.48% 1.954%

16 12.527 1601 1606 1612 rBV 9447 15671 1.07% 0.145%
17 13.314 1732 1740 1748 rBV 676275 1057447 72.41% 9.772%
18 14.013 1853 1859 1864 rBVS8 6843 16320 1.12% 0.151%

19 14.137 1875 1880 1890 rVB 66811 104269 7.14% 0.964%
20 14.695 1968 1975 1983 rVB2 170690 292131 20.00% 2.700%

21 15.541 2114 2119 2125 rVV3 12095 21916 1.50% 0.203%
22 15.899 2171 2180 2185 rBv4 6846 15163 1.04% 0.140%
23 16.181 2221 2228 2237 rBV 532875 879538 60.23% 8.128%
24 16.381 2257 2262 2267 rVB2 12273 20431 1.40% 0.189%
25 17.198 2397 2401 2406 rVB6 10056 14944 1.02% 0.138%
26 17.445 2437 2443 2448 rBV 232868 364292 24 .95% 3.366%
27 18.302 2585 2589 2597 rBvV4 31846 53528 3.67% 0.495%
28 19.566 2801 2804 2809 rBVS8 11160 18881 1.29% 0.174%
29 20.042 2879 2885 2891 rBV 1088488 1460314 100.00% 13.495%
30 20.318 2927 2932 2937 rBV3 34369 53785 3.68% 0.497%
31 20.594 2976 2979 2983 rBV2 29034 34587 2.37% 0.320%
32 20.752 3003 3006 3012 rVBS8 10850 15846 1.09% 0.146%
33 20.805 3012 3015 3018 rBV3 13956 15714 1.08% 0.145%
34 21.076 3057 3061 3064 rBV5 17213 23063 1.58% 0.213%

8270-BG121218.M Mon Dec 17 16:35:39 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121518\
Data File : BG038633.D
Aca On : 16 Dec 2018 10:07 Instrument :
Operator : JU/SJ (BZII\!A_(tSS el

- _ lentosampleld :
a?zgle : J6378-07 P001-SD010-0612-01
ALS Vial : 33 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-BG121218 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 21.317 3098 3102 3110 rBV2 54203 90407 6.19% 0.835%
36 21.722 3164 3171 3179 rVB 247755 447081 30.62% 4.131%
37 21.863 3192 3195 3202 rVB3 18827 25515 1.75% 0.236%
38 22.151 3242 3244 3252 rVBS8 9605 15472 1.06% 0.143%
39 22.474 3293 3299 3303 rBV 52374 92020 6.30% 0.850%
40 22.509 3303 3305 3313 rvBs8 14502 32660 2.24% 0.302%
41 23.173 3413 3418 3426 rVB2 22435 47110 3.23% 0.435%
42 23.543 3476 3481 3487 rVB9 7191 15604 1.07% 0.144%
43 23.984 3549 3556 3564 rBvV2 44870 97437 6.67% 0.900%
44 24.942 3712 3719 3722 rBv4 15457 33007 2.26% 0.305%
45 25.018 3723 3732 3747 rVB 137149 412301 28.23% 3.810%
46 25.488 3804 3812 3820 rBV5 16484 42113 2.88% 0.389%
47 26.093 3906 3915 3923 rVvB4 19290 60266 4.13% 0.557%
48 28.291 4280 4289 4299 rVB10 9386 35389 2.42% 0.327%
Sum of corrected areas: 10821298
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121518\

BG038633.D

16 Dec 2018 10:07

JussJ

J6378-07

33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

P001-SD010-0612-01

Abundance

1000000

800000

600000

400000

200000

V~_-»~__A_-__mff535

TIC: BG038633.D

5.61 7.22 5 g

8.38 9.24

B/OO

. 697

9.56

10.88
12 53

0
Time-->

350 400 450 5.00 550 6.00 6.50 7.00

N prnn
AL B L L L L

750 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 1250

Abundance

1000000

800000

13.

600000

400000

200000

TIC: BG038633.D

20.04

31

16.18

17.44

14.69

14.14
14.

15.5415.90

21.72

0
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

1000000

800000

600000

400000

200000

23.

TIC: BG038633.D

25.02

23.98

172354 2&:&“’ 25.49 26.09 28.29

0575

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\BG121518\

Data File : BG038633.D

Aca On : 16 Dec 2018 10:07

Operator : JU/SJ

3?22 le J6378-07 P001-SD010-0612-01
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 5

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

5.14 8.13 ng 58534 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 349 (5.141 min): BG038633.D (-344) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRR RARRE SRS LR
| 830 | 480 5.00 520 5.40
O s e i e A e L m/z 59.00 54 _.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R LI AL UL B
59.0 480 500 520 540
0,
150 a0 1010 m/z 101.00 16.94%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 57.95 13.50%
101.0
150 310 | %80 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43.0 480 5.00 520 5.40
m/z 41.00 7.58%
5000
101.0
15.0
21. 560 T
0"'w*"w'NHV"'ﬁl"w'{'w"'h"'VQQQw"'V"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038633.D

Aca On : 16 Dec 2018 10:07

Operator : JU/SJ

3?22 le J6378-07 P001-SD010-0612-01
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 1,3-Cyclopentanedione, 2-ch... Concentration Rank 1

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

7.59 114.02 ng 820884 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 766 (7.591 min): BG038633.D (-757) (-) m/z 131.90 100.00%
131.9
5000 68.0
400 540 9.0 720 7.40 7.60 7.80 8.00
Ol il JBO | age0 Ll 0776800  41.22%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 EARARRARSS RARRERARRE
69.0 7.20 7.40 7.60 7.80 8.00
39.0 57.0 m/z 133.90 33.28%
| | ” 89.0 103.0 |
Ouuuuluuuulllll I||I|| ||”||”IIV?IO”” IIII ||”||1|1|5||0|||||| e EA
m/z--> 30 40 50 80 90 100 110 120 130 140
Abundance #14142. 3 Chloro-6-fluoro-pyrazine
132.0
69,0 - 750 70 7k0 780 500
5000 ' m/z 66.00 32.20%
31.0 51.0
0"''I""‘l‘l'l"IH"'l"'ll"''7'blo'"'I""I""I""I""I ""I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine . . B B e
132.0 720 7.0 7.60 7.80 8.00
m/z 69.00 17.30%
97.0
5000
70.0
31.0
0 ‘ 44\.0 Ly 60‘\0 ! | 860 ! 116.0 ! /\
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038633.D

Aca On : 16 Dec 2018 10:07

Operator : JU/SJ

3?22 le J6378-07 P001-SD010-0612-01
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Benzene, 1,2,3-trimethyl- Concentration Rank 6

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

7.69 5.46 ng 39321 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. 1-ethvIl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87

Abundance Scan 783 (7.691 min): BG038633.D (-778) (-) m/z 104.95 100.00%
1056.0
5000 120.0 /\ /\
390 510 30 o0 910 740 7.60 7.80 8.00
Ol et it bt bt et et | m/Z 120.00 45.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9414: Benzene, 1,2,3-trimethyl-
106.0
5000 120.0 /\" RS A AR A
7.40 7.60 7.80 8.00
270 390 50 60 770 910 m/z 76.90 15.87%
0 L I||| A |I| .|. Al b
IR SU N SRR UL IULIL UL IR I SRS S B SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105.0
120.0 7.40 7.60 7.80 8.00
5000 m/z 91.00 12.66%
270 30 510 50 10 910
0 M N — ‘:‘::i‘ e |||H SN ME— |H|| T ‘||||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0 7.40 7.60 7.80 8.00
m/z 119.00 12.12%
5000
120.0
77.0 91.0
50 7o o w0 w0 TP *° | | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038633.D

Aca On : 16 Dec 2018 10:07

Operator : JU/SJ

3?22 le J6378-07 P001-SD010-0612-01
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.30 2.94 ng 53528 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Nonanoic acid 158 C9H1802 000112-05-0 50
Abundance Scan 2589 (18.302 min): BG038633.D (-2585) (-) m/z 60.00 100.00%
6d.0
213.1
86.9 1570 185.0 256.1
39 || i“ 18.00 18.20 18.40 18.60
0 L m/z 43.00 89.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 LI SRS SN BN B
83.0 1800 1820 1840 18.60
‘J‘“ 1570 1gso 2130 2560 | | M/Z 72.95  83.22%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 41.00 70.42%
RECCRIN(
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R o R Ea
43.0 |, 73.0 18.00 18.20 18.40 18.60
m/z 55.00 66.13%
5000 129.0
0l15.0 |
”.“.”,”. o o N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 00 18 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038633.D

Aca On : 16 Dec 2018 10:07

Operator : JU/SJ

3?22 le J6378-07 P001-SD010-0612-01
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown20.32 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.32 2.41 ng 53785 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3.3".4.4"7.5"-he... 358 C12H4CIl6 069782-90-7 45
2 Benzene. 2.4-dichloro-1-I(4-chlo... 288 C12H7CI3S 055759-88-1 43
3 Penclomedine 323 C8H6CI5N02 108030-77-9 35
4 6-Amino-8-chloro-3-Ip-chlorophen... 290 C13H8CI2N4 028649-00-5 18
5 4-Bromo-5-[bis[2-hydroxyethyl]]a... 319 C12H18BrNO4 021585-30-8 14
Abundance . Scan 2932 (20.318 min): BG038633.D (-2927) (-) m/z 57.00 100.00%
51.0 289.8
5000
20.00 20.20 20.40 20.60
ob——i m/z 289.80 81.89%
m/z--> 50 100 150 200 250 300 350
Abundance #188941: 1,1'-Biphenyl, 2,3,3',4,4',5'-hexachloro-
360.0
144.0 2900
5000 )
109.0 . 20.00 20.20 20.40 20.60
360 740 1810 |- 2540 m/z 359.70 70.44Y%
o ,'.'..".,.I..,"... —
m/z--> 50 100 150 200 250 300 350
Abundance #134037: Benzene, 2,4-dichloro-1-[(4-chlorophenyl)thio]-
290.0
218.0 20.00 20.20 20.40 20.60
5000 m/z 361.70 67.36%
254.0
75.0 10§0 142.0 184.0 m
ob—— .‘.J..“}..."‘...". .‘.‘.. S— ——— —
m/z--> 55 160 1%0 260 2éo 360 3%0
Abundance #163630: Penclomedine
290.0 20.00 20.20 20.40 20.60
m/z 287.70 65.55%
5000
325.0
04
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038633.D

Aca On : 16 Dec 2018 10:07

Operator : JU/SJ

3?22 le J6378-07 P001-SD010-0612-01
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Oxalic acid, isobutyl tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.32 4.04 ng 90407 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
2 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 87
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 80
5 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 72
Abundance Scan 3103 (21.322 min): BG038633.D (-3098) (-) m/z 57.00 100.00%
57.0
5000 . WMJ\’JM/\,

111.0 B B e

1410 16801909 2190 250.9 21,00 21.20 21.40 21.60
o 2809 "m/z 43.00 82.87%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
571.0

5000 LA L L L L L L L L
21. OO 21. 20 21. 40 21 60
29.0 85.0 m/z 55.00 63.96%
o 1110 14801680 1960 2410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester
57.0
R REE e ERRREmaEE
21.00 21.20 21.40 21.60
5000 m/z 83.00 50.63%
29.0 83.0
OJ‘MWMH HL0 1480 1820 2100 %@
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95993: 1-Decanol, 2-hexyl- R R ma AR
57.0 21.00 21.20 21.40 21.60

m/z 41.00 46.95%

5000

29.0

139.0 168.0 196.0 224.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21100 21.20 21.40 2160
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038633.D

Aca On : 16 Dec 2018 10:07

Operator : JU/SJ

3?22 le J6378-07 P001-SD010-0612-01
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Hexatriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22 .47 4.12 ng 92020 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3298 (22.468 min): BG038633.D (-3293) (-) m/z 57.00 100.00%

57.0

i

5000
22.20 22.40 22.60 22.80
141.1183.0 280.8
o ALl e es0s 4300 84170
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
5000 TTT T LI L B L

22 20 22. 40 22. 60 22. 80
m/z 71.00 49.61%

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209567: Eicosane, 9-octyl-
43.4
R RN R R R
22.20 22.40 22.60 22.80
5000 5.0 m/z 85.00 39.88%
281.0
o \ |1 127. 0]T69 0 238 0 l 322.0365.0
e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane R B

22.20 22.40 22.60 22.80
m/z 55.00 28 .84%

5000

141.0183.0 225.0267.0 338.0
miz—-> 0 50 100 150 200 250 300 350 400 450 500 22 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038633.D

Aca On : 16 Dec 2018 10:07

Operator : JU/SJ

3?22 le J6378-07 P001-SD010-0612-01
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.17 2.11 ng 47110 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Heptacosane 380 C27H56 000593-49-7 59
3 1-Decanol. 2.2-dimethvl- 186 C12H260 002370-15-2 59
4 Octadecane. l1-iodo- 380 C18H37I 000629-93-6 58
5 Hexacosane 366 C26H54 000630-01-3 53
Abundance Scan 3417 (23.167 min): BG038633.D (-3413) (-) m/z 57.00 100.00%
57.0
5000
90 10 2069 2640 s 22150 23,00 730 2940 "
0 Y Rt - .- m/z 43.00 80.14%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 USRNSSR B
22. 80 23 00 23. 20 23.40
7o m/z 71.00 50.48%
0 141.0 183.0 225.0 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
22.80 23.00 23.20 23.40
5000 m/z 85.00 46 .32%
99.0
. 270f | | | n | .}4}9 1830 225.0 267 0 309.0 351.0380.0
m/z--> 55 100 1éo 200 250 360 3éo
Abundance #50340: 1-Decanal, 2,2- dlmethyl— LA L L L L B L N N B
57.0 22.80 23.00 23.20 23.40
m/z 55.00 40.81%
5000
2700 155.0
99.0
0|||H|‘|‘|‘\|‘|L‘|\\||“|‘|||‘||1§5|.0||||| T A M
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121518\

BG038633.D

16 Dec 2018 10:07

JussJ

J6378-07

33 Sample Multiplier: 1

: C:\Database\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.98 4.73 ng 97437 Perylene-di12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 87
3 Docosane. 1l-butvl- 366 C26H54 013475-76-8 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 87

Abundance Scan 3555 (23.978 min): BG038633.D (-3549) (-) m/z 57.00 100.00%
57.0
L] 1220 1920 269 g ssas 23150 7350 24100 2430
ol bl ST 2809 SRS m/z 43.00 67.18%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 AU U RS B
23.60 23.80 24.00 24.20
99.0 m/z 71.00 43.61%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #209567: Eicosane, 9-octyl-
43.0
23.60 23.80 24.00 24.20
5000 85.0 m/z 85.00 36.57%
281.0
ol L1y 210 169, 01980 2380 | 3100 3520 392.0
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- AR ERms mE
57.0 23.60 23.80 24.00 24.20
m/z 40.95 26 .30%
5000
e
ol jyudPWUMZN%wmwo3w%%mmo
m/z--> 50 100 150 200 250 300 350 ' 2360 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038633.D

Aca On : 16 Dec 2018 10:07

Operator : JU/SJ

3?22 le J6378-07 P001-SD010-0612-01
ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 (E)-Dodec-2-enyl isobutyl c... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
25.49 2.04 ng 42113 Perylene-d12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BEY-Dodec-2-envl isobutvl carbonate 284 C17H3203 1000372-78-7 59
2 17-Octadecvnoic acid 280 C18H3202 034450-18-5 47
3 3-Chloropropionic acid. hexadecv... 332 C19H37CI02 053312-70-2 43
4 7Z-10-Tetradecen-1-ol acetate 254 C16H3002 1000130-99-3 27
5 Silane, [(11-fluoroundecyl)oxy]t... 262 C14H31FOSi 026305-81-7 27
Abundance Scan 3812 (25.488 min): BG038633.D (-3804) (-) m/z 57.00 100.00%

57.0

5000

25.20 25.40 25.60 25.80

0 m/z 43.00 89.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131145: (E)-Dodec-2-enyl isobutyl carbonate
57.0
5000 960 LA L L L L L L LB
: 138.0 25.20 25.40 25.60 25.80
20.0 "~ 166.0 m/z 55.00 73.02%
o 229.0 284.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127642: 17-Octadecynoic acid
55.0 81.0
R EEREEE SRS R
25.20 25.40 25.60 25.80
5000 m/z 69.00 45 _33%
29.0
0 L 137.0 163.0 191.0 223.0247.0 277.0
RRREERES RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #170816: 3-Chloropropionic acid, hexadecy! ester N B EE
55.0 25.20 25.40 25.60 25.80
m/z 41.00 39.01%
50001 o9
83.0
109.0
0 ‘ 140.0 168.0 196.0 224.0  269.0 297.0
RRRREREERY R EEREEE SRS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 25.20 25.40 25.60 25.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038633.D

Aca On : 16 Dec 2018 10:07

Operator : JU/SJ

3?22 le J6378-07 P001-SD010-0612-01
ALS Vial : 33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
26.09 2.92 ng 60266 Perylene-d12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 72
2 Heptadecane 240 C17H36 000629-78-7 64
3 Hexadecane 226 C16H34 000544-76-3 64
4 Heneicosane 296 C21H44 000629-94-7 59
5 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 59
Abundance Scan 3914 (26.087 min): BG038633.D (-3906) (-) m/z 57.00 100.00%
57.0
5000
1271 165.0 ' 25.80 26.00 26.20 2640
o —| 1929 2809 "m/z 43.00 74.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105884: Octadecane
57.0
5000 85.0 B e e N A Emaa
%m%m%m%m
29.0 m/z 71.00 69.96%
oLl Lo M0 110 169.0 1970 2250 2540
m/z--> 25 Jo 60 éo 160 150 150 1éo 180 200 220 240 2éo 2éo
Abundance #94345: Heptadecane
57.0
' 25.80 26.00 26.20 2640
0
5000 85.0 m/z 85.05 40.24%
29.0
. [l 280 1410 1690 1960 2400
m/z--> 25 Jo eb éo 160 150 150 1éo 180 200 220 240 2éo 280
Abundance #83023: Hexadecane
57.0 25.80 26.00 26.20 26.40
m/z 55.00 24 .18%
5000 85.0
29.0
ol “ | | 1180 1410 169, 0_107.0 2260
m/z--> 25 Jo eb éo 160 150 150 1éo 180 200 220 240 2éo 2éo 2580 2600 2620 2640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121518\

Data File : BG038633.D

Acq On : 16 Dec 2018 10:07

Operator : JU/SJ

3?22 le J6378-07 P001-SD010-0612-01
ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 5.14 8.1 ng 58534 1 8.06 143985 20.0
1,3-Cyclopentaned. .. 7.59 114.0 ng 820884 1 8.06 143985 20.0
Benzene, 1,2,3-tr... 7.69 5.5 ng 39321 1 8.06 143985 20.0
n-Hexadecanoic acid 18.30 2.9 ng 53528 4 17.44 364292 20.0
unknown20.32 20.32 2.4 ng 53785 5 21.72 447081 20.0
Oxalic acid, isob... 21.32 4.0 ng 90407 5 21.72 447081 20.0
Hexatriacontane 22 .47 4.1 ng 92020 5 21.72 447081 20.0
Eicosane 23.17 2.1 ng 47110 5 21.72 447081 20.0
Octacosane 23.98 4.7 ng 97437 6 25.01 412301 20.0
(E)-Dodec-2-enyl ... 25.49 2.0 ng 42113 6 25.01 412301 20.0
Octadecane 26.09 2.9 ng 60266 6 25.01 412301 20.0
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