LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48043.D

Acqg On : 28 Jan 2021 1:00

Operator : CG/JU

Sample : M1226-04 :

Misc : 0055-052-COMP-I-ELUTRIATE

ALS Vvial : 11 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: BGO48043.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.680 390 398 408 rBV 548059 864306 20.85% 5.039%
2 7.266 661 668 682 rVB 394158 726328 17.52% 4.235%
3 8.124 807 814 820 rBV 176575 288595 6.96% 1.683%
4 9.287 1003 1012 1020 rBV 598118 1023972 24.70% 5.970%
5 10.938 1284 1293 1300 rBV 223527 390910 9.43%  2.279%

6 13.370 1700 1707 1714 rBV 1508309 2320958 56.00% 13.531%
7 14.187 1841 1846 1851 rBV2 32471 47211 1.14%  ©.275%
8 14.745 1933 1941 1950 rVB 376950 570809 13.77%  3.328%
9 16.226 2186 2193 2204 rBV 1305208 2062067 49.75% 12.022%
10 17.489 2401 2408 2414 rVB 490241 736826 17.78%  4.296%

11 18.371 2552 2558 2565 rBV 407039 569859 13.75%  3.322%
12 18.441 2566 2570 2575 rVB 109007 146844  3.54%  0.856%
13 19.134 2684 2688 2693 rBV 93597 117473 2.83% 0.685%
14 19.634 2768 2773 2784 rBV 287923 399269 9.63% 2.328%
15 19.769 2792 2796 2803 rVB 31206 43751 1.06% ©.255%

16 20.092 2845 2851 2856 rBV 3301834 4144911 100.00% 24.165%
17 20.774 2964 2967 2972 rVB2 38062 44547  1.07%
18 20.991 3000 3004 3009 rBV 127737 173523  4.19%

ONEFO
[
fary
N
R

19 21.396 3068 3073 3083 rBV2 340986 511860 12.35% 984%
20 21.649 3112 3116 3121 rVB 44983 63140 1.52% 368%
21 21.761 3129 3135 3142 rVB2 557515 916539 22.11% 5.343%
22 25.045 3684 3694 3703 rBV2 303049 880750 21.25% 5.135%

23 26.385 3918 3922 3933 rVB9 42247 108073 2.61% ©.630%

Sum of corrected areas: 17152521
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48043.D

Acqg On : 28 Jan 2021 1:00

Operator : CG/JU

Sample : M1226-04 :

Misc : 0055-052-COMP-I-ELUTRIATE

ALS vial : 11 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: BG048043.D\data.ms
3000000
2500000
2000000
1500000
1000000

5.680 9.287

500000 7.266
8.124 10.938

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\WWWI\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG048043.D\data.ms
20.p92

3000000
2500000

2000000

13.370
1500000 16.226

1000000

500000 14.745 17489 18.371 19.634

14.187 1#E341 19.134 19 769

e L n e ma e e 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: BG048043.D\data.ms

3000000
2500000
2000000
1500000
1000000
500000 25.045

26.385

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 : BGO48043.D

Acqg On : 28 Jan 2021 1:00

Operator : CG/JU

Sample : M1226-04 :

Misc : 0055-052-COMP-I-ELUTRIATE

ALS vial : 11 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.371 15.47 ng 569859  Phenanthrene-d10 17.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 2558 (18.371 min): BG048043.D\data.ms (-2552) (-  m/z 73.10 100.00%
3.1

5000
1291 213.2
= e
3911 171.1 256.1 18.00 18.50
0 bl ] ‘M Lol 390 h 4310 80.99%
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 M LN
18.00 18.50
171.0 213.0 256.0 m/z 60.10 77 .66%
O LI ‘\M ‘\Sﬁ‘H‘P;‘““\M\ \““\ \‘ \‘\ “ \‘\‘\ T “‘\ LI ‘ L
m/z--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid
73.0
— P
18.00 18.50
5000 m/Z 55.10 71.57%
129.0
29. 185.0 228.0
ok ““ LM ;M‘\‘m‘ ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ e
m/z--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid o e
73.0 18.00 18.50
m/z 41.10 63.06%
5000 129.0
199.0 2420
0 A lesot || W
mlz--> 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48043.D

Acqg On : 28 Jan 2021 1:00

Operator : CG/JU

Sample : M1226-04 :

Misc : 0055-052-COMP-I-ELUTRIATE

ALS vial : 11 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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.134 3.19 ng 117473  Phenanthrene-die 17.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 72
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 43
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 35
4 4-Methylnonanoic acid 172 C1eH2002 045019-28-1 28
5 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 28
Abundance Scan 2688 (19.134 min): BG048043.D\data.ms (-2684) (- m/z 57.10 100.00%
57.1
5000 T Jw
= e
) ‘ 1602 , . 19.00 1950
b b 4335277077 2090 | 267.0 8270 y,; 97,10 47.46%
miz--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 s e
19.00 19.50
113.0 m/z 113.05 41.03%
‘ ‘ 168.0
O\\\\‘M\“\“\‘h“\“\“‘\\\‘\‘\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #54928: Octane, 2-bromo-
57.0
\AMA‘ T T ‘ \/
19.00 19.50
5000 m/z 55.10 33.70%
113.0
015'4 H‘M T ——
miz--> 50 100 150 200 250 300
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate P =
57.0 19.00 19.50
m/z 83.10 24.09%
5000
97.0
o150 “‘\ ! ‘ “ 153.0  211.0
— 1 P F
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 : BGO48043.D

Acqg On : 28 Jan 2021 1:00

Operator : CG/JU

Sample : M1226-04 :

Misc : 0055-052-COMP-I-ELUTRIATE

ALS vial : 11 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.634 8.71 ng 399269 Chrysene-d12 21.761
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83

Abundance Scan 2773 (19.634 min): BG048043.D\data.ms (-2768) (- m/z 73.10 100.00%

73.1
5000
185.1 241.2
P o
‘ 284.3 19.50 20.00
o s L | S 3551 415D 43.85  84.12%
mlz--> 50 100 150 200 250 300 350 400
Abundance #131262: Octadecanoic acid
73.0
129.0
50008, 2840 DU U
1850 241.0 19.50 20.00
‘ m/z 60.10 83.54%
ol \\‘uh\m\u‘\ il Ll \‘ I R P
m/z--> 50 100 150 200 250 300 350 400
Abundance #95855: Pentadecanoic acid
73.0
prepas s
19.50 20.00
5000 129.0 m/z 57.10 75.76%
29.C
199. 0242 0
0 ‘\’u‘\ MM ‘ “ ‘ “‘ - R
miz-> 50 100 150 200 250 300 350 400
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es P 5
43.0 19.50 20.00
m/z 55.10 74.12%
5000 284.0
129 0
‘ 1850 2410
A1 1 oy s N N YO L,
m/z--> 5 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48043.D

Acqg On : 28 Jan 2021 1:00

Operator : CG/JU

Sample : M1226-04 :

Misc : 0055-052-COMP-I-ELUTRIATE

ALS vial : 11 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 unknown20.991 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.991 3.79 ng 173523 Chrysene-d12 21.761
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
2 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 25
3 2-Thiopheneacetic acid, undec-2-... 294 C17H2602S 1000299-39-0 25
4 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 25
5 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 25
Abundance Scan 3004 (20.991 min): BG048043.D\data.ms (-3000) (-  m/z 57.10 100.00%
57.1
97.0
5000
S
| 1] 910000 2820 3410 21.00
ol bbb e L 2000 2820 3410 2 97,05 57.91%
mlz--> 50 100 150 200 250 300 350
Abundance #54934: Octane, 2-bromo-
57.0
5000 ‘21\00‘
113.0 ’
m/z 113.05 53.32%
oo, | 15101920
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #48876: Undecane, 6,6-dimethyl-
57.0
M L1,
21.00
5000 m/z 55.05 32.22%
113.0
0 ‘m\u“,“mw_“""179-‘0‘_m_m_m_
miz--> 50 100 150 200 250 300 350 w
Abundance #139453: 2-Thiopheneacetic acid, undec-2-enyl ester e e a
97.0 21.00
m/z 83.10 26.17%
5000
55.0 M\\j\/\\/\
294.0
ol ol L], 2000m0  #E0 L
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48043.D

Acqg On : 28 Jan 2021 1:00

Operator : CG/JU

Sample : M1226-04 :

Misc : 0055-052-COMP-I-ELUTRIATE

ALS vial : 11 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 E-14-Hexadecenal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.396 11.17 ng 511860 Chrysene-d12 21.761
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 92
2 Cyclohexadecane 224 C16H32 000295-65-8 91
3 Cyclotetracosane 336 C24H48 000297-03-0 86
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 81
5 n-Nonadecanol-1 284 C19H400 001454-84-8 76

Abundance Scan 3073 (21.396 min): BG048043.D\data.ms (-3068) (-  m/z 55.10 100.00%

59.1
2100 2150
om“m”"“JW«2‘??‘9‘_2?‘2‘?”3‘4‘3]9‘“““““‘79‘2_” m/z 57.10  98.52%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #92510: E-14-Hexadecena
43.0
5000 T —=
21.00 21.50
m/z 43.10 96.67%
L gsso_ze0
O\\\‘\\\\H‘l\\l\‘\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #81246: Cyclohexadecane
55.0
= —
2100 21.50
111.0
|11] | a67022%0
oHLW H“uumHh_‘H,HH,HHWH_m‘m
m/z--> 50 100 150 200 250 300 350 400 450 500 M}LwM
Abundance #174179: Cyclotetracosane ‘
43.0 2100 2150
m/z 69.10  92.95%
7.0
5000
0 \‘ “ I “\lh L .021002650 3360 ,\,/\J\J\_

m/z--> 50 100 150 200 250 300 350 400 450 500 21. 00 21. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48043.D

Acqg On : 28 Jan 2021 1:00

Operator : CG/JU

Sample : M1226-04 :

Misc : 0055-052-COMP-I-ELUTRIATE

ALS vial : 11 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 1-Docosanol, methyl ether Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.385 2.45 ng 108073 Perylene-di2 25.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 53
2 Triacontyl acetate 480 C32H6402 041755-58-2 53
3 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 52
4 1-Heptacosanol 396 C27H560 002004-39-9 52
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 52

Abundance Scan 3922 (26.385 min): BG048043.D\data.ms (-3918) (- m/z 57.10 100.00%

57.1
5000

125.1
ﬁ 193.0 266.9 26.00 26.50
-l “"H‘!‘“'LH”“\uw“u‘ﬂqthH_m,w,w_w m/z 43.10  84.05%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177220: 1-Docosanol, methyl ether
83.0

5000
26. 00 26 50
m/z 83.10 72.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232691: Triacontyl acetate
43.0
A [l

)

o

26. OO 26. 50
5000 1.0 m/z 97.10 67.11%
0 iy } J ‘HUM 9'8102500 334.0 420.0
P S R T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosyl heptafluorobutyrate
57.0 26. OO 26 50

m/z 71.10 60.36%

5000
5.0
N 4\“1}‘,\.;9502640 392.0 588.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26. OO 26 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48043.D

Acqg On : 28 Jan 2021 1:00
Operator : CG/JU

Sample : M1226-04

Misc :

ALS Vvial : 11 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|
n-Hexadecanoic ... 18.371 15.5 ng 569859 4 17.489 736826 20.0
2,4,4,6,6,8,8-H... 19.134 3.2 ng 117473 4 17.489 736826 20.0
Octadecanoic acid 19.634 8.7 ng 399269 5 21.761 916539 20.0
unknown20.991 20.991 3.8 ng 173523 5 21.761 916539 20.0
E-14-Hexadecenal 21.396 11.2 ng 511860 5 21.761 916539 20.0
1-Docosanol, me... 26.385 2.5 ng 108073 6 25.045 880750 20.0
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