LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22 Instrument :

Operator : CG/JU BNA_G

Sample : M1226-08 ClientSampleld :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO48048.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.676 391 398 409 rBV 584722 953802 23.00% 4.570%
2 7.268 661 669 680 rBV 432716 768355 18.53% 3.681%
3 8.126 808 815 820 rBV 181439 301469 7.27% 1.444%
4 9.283 1005 1012 1021 rBV 586122 1056067 25.47% 5.060%
5 10.934 1285 1293 1300 rBV 232516 411852 9.93% 1.973%
6 13.373 1699 1708 1715 rBV 1565997 2422129 58.42% 11.605%
7 14.189 1842 1847 1853 rBV 102986 150525 3.63% 0.721%
8 14.272 1857 1861 1870 rVB2 32127 41979 1.01% 0.201%
9 14.748 1935 1942 1951 rVB 393854 621360 14.99% 2.977%
10 14.953 1970 1977 1981 rBV 59346 82834 2.00% 0.397%

11 16.228 2187 2194 2205 rBV 1496131 2228558 53.75% 10.678%
12 17.491 2402 2409 2415 rVB 513785 793690 19.14%
13 17.762 2448 2455 2460 rBV 749098 948607 22.88%
14 18.150 2511 2521 2526 rBV7 40467 73523 1.77%
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15 18.373 2553 2559 2567 rBV = 722830 981775 23.68% 704%
16 18.443 2567 2571 2577 rVB 49278 70936 1.71% 0.340%
17 19.137 2684 2689 2694 rBV 172769 218826 5.28% 1.048%
18 19.225 2700 2704 2709 rBV2 49952 60769 1.47% ©.291%
19 19.489 2745 2749 2751 rBV2 39075 44337 1.07% 0.212%
20 19.636 2769 2774 2786 rBV 515015 697840 16.83%  3.344%
21 19.765 2792 2796 2803 rVB3 58036 100687 2.43%  0.482%

22 20.088 2845 2851 2856 rBV 3061013 4146198 100.00% 19.866%

23 20.294 2883 2886 2891 rVB 34814 45566 1.10% 0.218%
24 20.770 2964 2967 2973 rVB 75839 103748 2.50% ©0.497%
25 20.993 3000 3005 3009 rBV 335930 408853 9.86% 1.959%
26 21.040 3009 3013 3017 rVB 77578 96094  2.32% 0.460%
27 21.399 3069 3074 3085 rBV 457419 707634 17.07%  3.390%
28 21.551 3097 3100 3106 rVB 34721 42413 1.02% ©.203%
29 21.763 3130 3136 3143 rVB 573813 932784 22.50% 4.469%
30 22.597 3273 3278 3289 rVB8 38666 104090 2.51% 0.499%
31 24.119 3534 3537 3544 rVB6 23915 45623 1.10% ©.219%
32 25.047 3686 3695 3711 rVB 336001 986913 23.80% 4.729%

33 26.387 3915 3923 3935 rBV6 68160 221503  5.34% 1.061%

Sum of corrected areas: 20871339
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22

Operator : CG/JU

Sample : M1226-08 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048048.D\data.ms
3000000

2500000
2000000
1500000

1000000

5.676 9.283
500000 7.268
8.126 10.934
0‘1“”\“”\""\HH!HHMHWHH\HH!HHMKHWHH\HHMHw‘”w‘H‘\HH\HH\HH!HH ‘
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG048048.D\data.ms

3000000 20.p88

2500000

2000000

13.373
1500000 16.228

1000000
17.762 18.373

17.491

21.763

500000 14.748

144189, A4.953

L e = e o e O e 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: BG048048.D\data.ms
3000000

2500000
2000000
1500000
1000000

500000 25.047

24.119 26.387

0‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22

Operator : CG/JU

Sample : M1226-08 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Benzoic acid, 4-ethoxy-, et... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.953 2.67 ng 82834  Acenaphthene-d10 14.748
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-ethoxy-, ethyl e... 194 C11H1403 023676-09-7 96
2 Benzoic acid, 3-ethyloxy-, ethyl... 194 C11H1403 1000374-55-3 55
3 1,3-Cyclohexadiene-1-carboxylic ... 194 C12H1802 035044-59-8 53
4 4-Ethoxybenzhydrazide 180 C9H12N202 058586-81-5 50
5 4-(3-Hydroxyphenyl)-4-oxobutyric... 194 C10H1004 056872-07-2 49
Abundance Scan 1977 (14.953 min): BG048048.D\data.ms (-1970) (-  m/z 121.00 100.00%
121.0
149.0
5000 194.1
65.1
¢
39.1 ‘ 97-0 | 15.00
XSRS PUIVERNY PR PO SOUUPRIT N T ' RSN m/z 149.00  53.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55958: Benzoic acid, 4-ethoxy-, ethyl ester
121.0
149.0
5000 T T
194.0 15.00
650 m/z 194.10  40.76%
93.0
O \\\‘\\\\4.‘3\.9\‘\“\\\}‘\\1‘\‘\\\\“\\\\‘\\‘\\‘\\\\‘\\\‘\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55977: Benzoic acid, 3-ethyloxy-, ethyl ester
121.0
T A\ T ‘ T
194.0 15.00 R
5000 m/z 138.00 30.40%
149.0
65.0
29.0 ‘ 93.0
0 HW‘“HMM“lmum!“‘_H‘;‘mH\‘M‘H_‘m‘m‘w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56299: 1,3-Cyclohexadiene-1-carboxylic acid, 2,6,6-trim by e
121.0 15.00
m/z 65.10 26.37%
5000
149.0 194.0
91.0
41.0 ‘
o il Y RN NPV ENN N W V1A' IR
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22

Operator : CG/JU

Sample : M1226-08 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1,2-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

17.762  23.90 ng 948607  Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 91
2 Phthalic acid, 6-ethyl-3-octyl i... 362 C22H3404 1000315-17-9 83
3 Phthalic acid, isobutyl nonyl ester 348 C21H3204 1000309-04-4 83
4 Phthalic acid, isobutyl octyl ester 334 C20H3004 1000309-04-5 78
5 Phthalic acid, isobutyl pent-2-e... 286 C17H1804 1000315-45-6 78

Abundance Scan 2455 (17.762 min): BG048048.D\data.ms (-2448) (-  m/z 149.00 100.00%

149.0
5000
— T

o7t 104.1
. 223.1 17.50 18.00
- u‘w‘m‘u b h 18902809 nyy 57,10 18.67%
miz--> 50 100 150 200 250 300
Abundance #125896: 1,2-Benzenedicarboxylic acid, bis(2-methylprof
149.0

5000 — ——
17.50 18.00

m/z 41.05 10.57%

O—— i“\‘\“\ Tt “‘\ [ l T ‘\1\8\9’0 \22\‘3\0\ LA N

m/z--> 50 100 150 200 250 300

Abundance  #192101: Phthalic acid, 6-ethyl-3-octyl isobutyl ester
149.0

P T
17.50 18.00

5000 ITI/Z 104.10 10.23%
0 HS?O . 104'0 | 22\3.0 307'(
—— et
miz--> 50 100 150 200 250 300
Abundance #182720: Phthalic acid, isobutyl nonyl ester —— T
149.0 17.50 18.00
m/z 150.00 10.17%
5000
020,710 1040 | 2280 2930
e e - —
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22
Operator : CG/JU

Sample : M1226-08

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.373 24.74 ng 981775  Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Isopropyl palmitate 298 C19H3802 000142-91-6 50
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 47

Abundance Scan 2559 (18.373 min): BG048048.D\data.ms (-2553) (-  m/z 73.05 100.00%

431 780
5000
129.0
213.2

‘ 1711 256.1 1800 1850
o“wu‘qkﬁﬂﬂhﬂkuw‘w‘wup‘w_w‘ﬂuwwu‘_hw‘uh‘u‘ m/z 60.10  84.41%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
1800 1850

m/z 43.10 83.01%

' 157-0185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0

18. 00 18 50
5000 129.0 m/z 55.10 73.83%
L e
ol‘ﬁ-’o‘\w\i‘;\wuln Ml L HL Mw_H_‘\w‘\W\WW\HH_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #84455: Tetradecanoic acid
73.0 18. 00 18 50

m/z 41.10 73.65%

5000 430 129.0
185.0
. 228.0
0 M u u‘ Ii ‘ H“H ?H \M mi ‘157 O‘ | ‘

m/z--> 20 40 60 80 100120140160180200220 240260 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22
Operator : CG/JU

Sample : M1226-08

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknown19.137 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.137 5.51 ng 218826  Phenanthrene-die 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 43
2 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 37
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 37
4 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 28
5 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 27

Abundance Scan 2689 (19.137 min): BG048048.D\data.ms (-2684) (- m/z 57.10 100.00%
57.1

5000 il AANWAwVNMAJlAMVWJ«J
‘ 1900 1950
169.2 : :
ob— u“m | b oS 2201 2820 ny7 113.10  48.05%
m/z--> 50 100 150 200 250 300
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion:
57.0
5000 e |
97.0 19.00 19.50
m/z 97.05 46.18%
ol5.0, \“\ ‘\ L | | 1470 219.0 261.0
T LI ‘ T T ’ T T T ‘ L L ‘ T T T T ‘ L ’ L
m/z--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0
T =
19.00 19.50
5000 ITI/Z 55.10 34.93%
97.0
0150 “\ ‘\ L 1310 0 270 311
L e e e e e R A B e e B e e
m/z--> 50 100 150 200 250 300
Abundance #54932: Octane, 2-bromo- e T
57.0 19.00 19.50
m/z 83.05 24.88%
5000
113.0
0184,149-0, S o
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22

Operator : CG/JU

Sample : M1226-08 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.636 14.96 ng 697840 Chrysene-d12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2774 (19.636 min): BG048048.D\data.ms (-2769) (- m/z 73.00 100.00%

5000 129.0
185.1 241.2
e S
28‘4'1 19.50 20.00
i o L L L L 34 s 43016 89.07%
m/z--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 e e,
83.0 19.50 20.00
' 185.0 284.0 m/z 60.05 81.59%
: 241.0 N N 9
0! m}‘\\h“hl w““\‘ ‘L L “ - \‘ “\ ‘\‘ , ERE
m/z--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid
73.0
e ——=
19.50 20.00
5000 m/z 57.10 77 .76%
129.0
29. 185.0 228.0
1 L Ll b I
ow“‘ ,
m/z--> 50 100 150 200 250 300
Abundance #107548: n-Hexadecanoic acid T T
19.50 20.00
m/z 55.10 75.81%
5000 256.0
129.0
3.0
‘ 171.0
O L \\h“\ M‘H} ‘\\ ‘ ‘ ‘ ‘ I | ‘

. \
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22

Operator : CG/JU

Sample : M1226-08 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl19.765 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.765 2.16 ng 100687 Chrysene-d12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6,6-Dibutoxyhexanoic acid, butyl... 316 C18H3604 1000280-29-0 33
2 1-Pentanol, 3-methyl-2-propyl- 144 CSH200 054004-40-9 28
32,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 23
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 17
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 17

Abundance Scan 2796 (19.765 min): BG048048.D\data.ms (-2792) (- m/z 57.10 100.00%
57.1

5000 113.1

:

] N s
1950 2000
160.2

_‘“,w\e‘l"‘u‘uH,JH‘_2‘3‘4"‘0‘m‘“‘3‘5‘5‘11”‘wwﬁl“r"'f m/z 113.10  40.15%
miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance #158078: 6,6-Dibutoxyhexanoic acid, butyl ester

o

57.0
113.0
5000 ANHAP Y e
19.50 20.00
m/z 55.10 22.45%
“ ‘ H 187.0543 o
O‘\\\\’"}\U\h‘\m‘hll\llh\l\hym‘LJF\l‘\‘!1\\ﬂ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
= e
19.50 20.00
5000 113.0 m/z 69.05 20.86%
OJMN‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene — —
57.0 19.50 20.00
m/z 97.10 19.12%
5000
113.0
\ IL I‘ ‘\ ‘ 168.0
L0 e e e —T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22

Operator : CG/JU

Sample : M1226-08 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown20.770 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.770 2.22 ng 103748 Chrysene-d12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, di(cyclohexylmet... 274 C14H2603S 1000309-22-7 42
2 Succinic acid, di(2-methylcycloh... 310 C18H3004 1000329-83-0 38
3 Succinic acid, di(1l-cyclopentyle... 310 C18H3004 1000330-21-8 38
4 2-Ethoxy-4-methyl-pent-2-enoic acid 158 C8H1403 1000190-08-8 36

5 2-Thiophenylacetic acid, 2,5-dic... 286 C12H8C1202S 1000325-71-9 36

Abundance Scan 2967 (20.770 min): BG048048.D\data.ms (-2964) (- m/z 97.10 100.00%
97.1

G .
148.9 192.0 20.50 21.00
ob b [ 2H00 192.0230.1267.0 8950/, 57 19 43.65%
mlz--> 50 100 150 200 250 300 350
Abundance  #122471: Sulfurous acid, di(cyclohexylmethyl) ester
97.0
5000 e e
550 20.50 21.00
m/z 55.10 18.47%
O\\‘\“‘\“\\“\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance  #152955: Succinic acid, di(2-methylcyclohexyl) ester
97.0
C o
20.50 21.00
5000 m/z 113.85  10.31%
55.0
o Lol 1700 2150
e e i o
miz--> 50 100 150 200 250 300 350
Abundance  #152954: Succinic acid, di(1-cyclopentylethyl) ester P e
97.0 20.50 21.00
m/z 98.05 8.92%
5000
55.0
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22

Operator : CG/JU

Sample : M1226-08 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.993 8.77 ng 408853 Chrysene-d12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 64
2 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 38
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 25
4 Silane, butyldichloromethyl- 170 C5H12C12Si 018147-23-4 22
5 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 16

Abundance Scan 3005 (20.993 min): BG048048.D\data.ms (-3000) (- m/ 57.05 100.00%

57.0
13.1
5000 J\\

| ‘ ‘ 1692 ‘ 21.00
Obrrrdbbid L 2252 2840 3961 474 /7 97.10  61.54%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0 ]\\
5000
21 00
113.0 m/z 113.05 59.14%
il \\ 168.0
O\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0

21.00
5000 m/z 55.10  33.11%

169.0
ol | 1190 227.0 3110
L R

miz—> 0 50 100 150 200 250 300 350 400 450

Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate B
57.0 21.00

m/z 83.05 27.74%

5000

.\‘ ‘ 127.0 2110
T L e TS ol

m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22

Operator : CG/JU

Sample : M1226-08 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 wunknown21.040 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

21.040 2.06 ng 96094 Chrysene-d12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3-chloroprop-2-en... 190 C9H15C102 1000299-36-1 46
2 4-Butoxy-2,4-dimethyl-2-pentene 170 C11H220 1000159-08-7 40
3 Phthalic acid, di(2,4-dimethylpe... 362 C22H3404 1000356-85-5 37
4 1-Pyrrolidinocarbonylmethyl pipe... 197 C10H19N30 039890-45-4 37
5 Succinic acid, di(2,4-dimethylpe... 314 C18H3404 1000349-36-7 37

Abundance Scan 3013 (21.040 min): BG048048.D\data.ms (-3009) (-  m/z 99.10 100.00%

99.1
5000
5 T ‘ 155.2 P 7
207.0 21.00
ol p“h W - ,‘m b 2241 34118879 0 57.10 73.32%
mlz--> 50 100 150 200 250 300 350 400
Abundance #53523: Hexanoic acid, 3-chloroprop-2-enyl ester
99.0
43.0 J\\J
5000 N
21.00
155.0 m/z 69.10  28.91%
O' \\‘\\\‘\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #38268: 4-Butoxy-2,4-dimethyl-2-pentene
99.0
T \
21.00
s000] 439 m/z 83.05  26.79%
155.0
0 ‘” e N
miz-> 50 100 150 200 250 300 350 400
Abundance #192102: Phthalic acid, di(2,4-dimethylpent-3-yl) ester o :
99.0 21.00
m/z 97.10 25.87%
5000 149.0
43.
R R
0 i | |

m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22

Operator : CG/JU

Sample : M1226-08 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Cyclotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.399 15.17 ng 707634 Chrysene-d12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 98
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 94

Abundance Scan 3074 (21.399 min): BG048048.D\data.ms (-3069) (-  m/z 55.10 100.00%

55.1
5000 11.1
2100 2150
54.2 207 0 : :
ol A1) H\ “‘ Ll 281824 s 43.10 97.01%
miz--> 50 100 150 200 250 300 350 400
Abundance #58277: Cyclotetradecane
55.0
5000 ‘ LN
21.00 21.50
11.0 m/z 57.10 96.47%
L, e
O\\‘\\‘\‘\\‘H‘U\“‘\‘T“\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
83.0
e e
21.00 21.50
5000 ITI/Z 69.05 93.92%
29. %
ol LU LI 1020 2002000
m/z--> 50 100 150 200 250 300 350 400
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester — 7
57.0 21.00 21.50
m/z 83.10 90.86%
5000
‘ 169.0
oL H L 1l |1 212.0255.0 406.! A

m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22

Operator : CG/JU

Sample : M1226-08 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 2-Methyl-Z-4-tetradecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.597 2.23 ng 104090 Chrysene-d12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-Z-4-tetradecene 210 C15H30 1000130-78-3 70
2 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 47
3 Fumaric acid, 2-chloropropyl tri... 374 C20H35C1l04 1000348-57-1 46
4 Methyl 2-hydroxy-eicosanoate 342 C21H4203 1000336-20-4 43

5 Fumaric acid, 2,4,6-trichlorophe... 476 C23H31C1304 1000348-27-7 40

Abundance Scan 3278 (22.597 min): BG048048.D\data.ms (-3273) (- m/z 43.10 100.00%

43.1
7.1
5000

210.0 282.0

—
‘ ‘ 342.0  429.0 22.50 23.00
ol ksl m/z 83.00 91.77%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69590: 2-Methyl-Z-4-tetradecene
43.Q

5000 7.0 —
22.50 23.00
m/z 57.10 90.48%

210.0
o™
0 “J M\r“ﬂ“\‘h‘\}?‘““‘\M\‘\m\’\“\H‘HH’HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #132969: Hexadecanoic acid, 2-hydroxy-, methyl ester
55.0

T
22.50 23.00
5000 m/z 55.05 86.79%

11.0
DAY, 2270 2860
miz--> 50 100 150 200 250 300 350 400 450

Abundance  #199267: Fumaric acid, 2-chloropropyl tridecyl ester —— —
55.C 22.50 23.00

117.0 m/z 71.10 86.65%

5000
193.0
281.0
L 5350

m/z--> 50 100 150 200 250 300 350 400 450 22.50 23.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48048.D

Acqg On : 28 Jan 2021 4:22

Operator : CG/JU

Sample : M1226-08 :

Misc : 0051-045-COMP-E-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Bromoacetic acid, hexadecyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.387 4.49 ng 221503 Perylene-di2 25.047
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 87
2 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 62
3 1-Heptacosanol 396 C27H560 002004-39-9 62
4 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 53
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 53

Abundance Scan 3923 (26.387 min): BG048048.D\data.ms (-3915) (- m/z 57.10 100.00%
57.1

7.1
5000
39.2 207.0 T L —
“ | 1{ ' h 283.0 326.8 26.00 26.50
0 ‘h\\ H“ ‘“‘H‘u\“mh‘ ‘Wh ‘LH‘ \‘m‘u‘ L TR A R m/z 69.10 97.29%
mlz--> 50 100 150 200 250 300 350
Abundance #191698: Bromoacetic acid, hexadecyl ester
43.0
3.0
5000 i —
26.00 26.50
T3-0 m/z 83.00 92.44%
196.0
ol bl N Ik LRy, m“3§?9“““““‘
m/z--> 50 100 150 200 250 300 350
Abundance #174181: Cyclodocosane, ethyl-
57.0
A
97.0 Rl P
26.00 26.50
5000 m/Z 97.10 81.24%
307.0
39.0
0 L UL ss0 22302080
miz--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol “ —
57.0 97.0 26.00 26.50
m/z 55.10 76.66%
5000
39.0
oLl il J 1] 18102220264.03060 378
A e e e F P
m/z--> 50 100 150 200 250 300 350 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BG0O48048.D

Acqg On : 28 Jan 2021 4:22
Operator : CG/JU

Sample : M1226-08

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@12521.M
Quant Title : 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|
Benzoic acid, 4... 14.953 2.7 ng 82834 3 14.748 621360 20.0
1,2-Benzenedica... 17.762 23.9 ng 948607 4 17.491 793690 20.0
n-Hexadecanoic ... 18.373 24.7 ng 981775 4 17.491 793690 20.0
unknown19.137 19.137 5.5 ng 218826 4 17.491 793690 20.0
Octadecanoic acid 19.636 15.0 ng 697840 5 21.763 932784 20.0
unknown19.765 19.765 2.2 ng 100687 5 21.763 932784 20.0
unknown20.770 20.770 2.2 ng 103748 5 21.763 932784 20.0
2,4,4,6,6,8,8-H... 20.993 8.8 ng 408853 5 21.763 932784 20.0
unknown21.040 21.040 2.1 ng 96094 5 21.763 932784 20.0
Cyclotetradecane 21.399 15.2 ng 707634 5 21.763 932784 20.0
2-Methyl-Z-4-te... 22.597 2.2 ng 104090 5 21.763 932784 20.0
Bromoacetic aci... 26.387 4.5 ng 221563 6 25.047 986913 20.0
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