LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92220\
Data File : BP0@3337.D

Acqg On : 22 Sep 2020 14:06
Operator : CG/JU

Sample : L4100-04

Misc :

ALS vial : 5 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_P\METHODS\8270-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3337.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.340 73 77 92 rVB 98584 138215 1.81% 0.252%
2 5.187 379 391 409 rBV 2092087 3166349 41.38% 5.780%
3 6.769 653 660 685 rBV 2022324 3314373 43.32% 6.050%
4 7.181 724 730 743 rBV 59790 105078 1.37% 0.192%
5 7.569 789 796 806 rBV 641950 981653 12.83% 1.792%
6 8.722 984 992 1005 rBV 1372196 2273552 29.71% 4.150%
7 10.346 1261 1268 1284 rBV 880468 1489503 19.47% 2.719%
8 12.840 1684 1692 1711 rBV 3366120 5086909 66.48% 9.285%
9 13.140 1738 1743 1761 rBV2 26830 77722 1.02% 0.142%
10 13.681 1829 1835 1847 rBV 492118 687020 8.98% 1.254%
11 14.222 1920 1927 1939 rBV 1428808 2126670 27.80%  3.882%
12 15.716 2173 2181 2203 rBV 2749194 4182265 54.66% 7.634%
13 16.975 2389 2395 2408 rVB 1800991 2523082 32.98% 4.605%
14 17.898 2547 2552 2559 rBV 197915 320924 4.19% 0.586%
15 18.939 2726 2729 2735 rBV 64705 81164 1.06% 0.148%

16 19.139 2759 2763 2767 rBV 72402 114475 1.50%
17 19.557 2828 2834 2845 rVB 5821273 7651258 100.00% 13.
18 20.351 2964 2969 2973 rBV3 64744 110548 1.44%
19 20.739 3026 3035 3041 rBV3 204183 585840 7.66%
20 20.798 3041 3045 3052 rVVW2 942173 1295992 16.94%
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21 21.069 3086 3091 3103 rVB 2333728 2899123 37.89%
22 21.233 3115 3119 3128 rVB 462044 485992  6.35%
23 21.657 3186 3191 3197 rBV 975012 1212931 15.85%
24 22.110 3263 3268 3281 rVB 1701344 2294722 29.99%
25 22.233 3286 3289 3294 rVB 86881 111290 1.45%
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26 22.610 3347 3353 3369 rVB 1869045 3043470 39.78%
27 23.168 3442 3448 3456 rBV 1590519 2775525 36.28%
28 23.263 3457 3464 3475 rVB2 1432282 2698604 35.27%
29 23.810 3550 3557 3565 rBV = 944921 1915377 25.03%
30 24.551 3676 3683 3702 rVB2 410765 1035407 13.53%
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Sum of corrected areas: 54785033

8270-BP091520.M Wed Sep 23 12:49:45 2020 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
Data File : BP@@3337.D

Acqg On : 22 Sep 2020 14:06
Operator : CG/JU

Sample : L4100-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP003337.D\data.ms
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2000000 6.769
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Time--> 300 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BP003337.D\data.ms
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5000000

4000000
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2000000 16.975
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1340 || 17.898 18.999139 20.3¢

O e i e it s e e e e T e T T

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP003337.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
Data File : BP@@3337.D

Acqg On : 22 Sep 2020 14:06
Operator : CG/JU

Sample : L4100-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Propylene Glycol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.340 2.82 ng 138215 1,4-Dichlorobenzene-d4 7.569

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
4 L-lLactic acid 90 C3H603 000079-33-4 9
5 1-Propanol, 2-ethoxy- 104 C5H1202 019089-47-5 9

Abundance  Scan 77 (3.340 min): BP003337.D\data.ms (-73) (-) m/z 45.00 100.00%

45.0
5000 fL
e
3.00 3.20 3.40 3.60
Ol 1352 20912689 3527 43114941 — m/z 43.00 20.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #938: Propylene Glycol
45.0
5000 [T T T[T T T[T T[T
3.00 3.20 3.40 3.60
m/z 60.95 9.29%
0‘\\J”\“l\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45.0
REEEEEaE e
3.00 3.20 3.40 3.60
5000 m/z 43.95 5.59%
O P T T T T T T T T T MA\JW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #945: (S)-(+)-1,2-Propanediol RRma e A
45.0 3.00 3.20 3.40 3.60
m/z 42.00 4.16%
h A¢*
0‘\‘\“\‘“\‘H‘u\‘uu‘uu,\u\‘uu‘\u\‘\m‘\m‘\m‘uu‘\ R AR R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
Data File : BP@@3337.D

Acqg On : 22 Sep 2020 14:06
Operator : CG/JU

Sample : L4100-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.181 2.14 ng 105078 1,4-Dichlorobenzene-d4 7.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 45
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 42
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 38
Abundance Scan 730 (7.181 min): BP003337.D\data.ms (-724) (-) m/z 45.05 100.00%
45.0
5000 jt
N AN
104.1 6.80 7.00 7.20 7.40 7.60
Ol ALl 20802691 336.9 4250 5179 = n/; 5910  44.50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45.0

5000 (R SO N
6.80 7.00 7.20 7.40 7.60

m/z 72.00  39.63%

o

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

Abundance
45.0

6.80 7.00 7.20 7.40 7.60

o

5000 ITI z 73.00 24.96%

O rrr e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- T T T T T
45.0 6.80 7.00 7.20 7.40 7.60

43.00 16.28%

m/z-->

m/z
5000
o, L1 030

0 50 100 150 200 250 300 350 400 450 500 550

6.80 7.00 7.20 7.40 7.60
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
BP003337.D
: 22 Sep 2020 14:06

Operator : CG/JU

Sample
Misc :
ALS vial : 5

Quant Method
Quant Title

TIC Library

L4100-04

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.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 11

R.T. EstConc Area Relative to ISTD R.T.
17.898 2.54 ng 320924  Phenanthrene-d10 16.975
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 74
4 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 60

Abundance Scan 2552 (17.898 min): BP003337.D\data.ms (-2547) (- m/z 73.00 100.00%
3.0
5000 vﬁfmnwwﬂ\MVmeMwﬁ
213.2
= ——
“m 17.50 18.00
0 HM"‘UM‘\‘H‘M"?5‘1‘?‘“3‘551414347‘5‘?‘594‘5 m/z 60.00 70.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 - T
17.50 18.00
“ 213.0 m/z 43.05 58.69%
O\\\“"\1\““\“\“\\\‘\\\‘\‘\“\\l\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
— ——
17.50 18.00
5000 m/z 57.05 55.80%
214.0
143.0
I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid “ —
73.0 17.50 18.00
m/z 55.05 53.86%
5000
H 185.0 284.0
oH‘p‘Hi‘l‘“‘\m“u““‘\hmw“_ww_m‘www - —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
Data File : BP@@3337.D

Acqg On : 22 Sep 2020 14:06
Operator : CG/JU

Sample : L4100-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown20.73 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.739 4.04 ng 585840 Chrysene-d12 21.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzimidazole, 2,3-dihydro-1,... 328 C21H16N202 1000262-54-9 14
2 5-Isopropyl-2-methylphenyl benzoate 254 C17H1802 1000367-08-9 11
3 S-Benzoyl-N-(p-methoxybenzyliden... 271 C15H13N0O2S 145198-44-3 10
4 2-Heptafluoropropyl-4-methylene-... 368 C15H11F7N20 101948-90-7 10
5 9-Borabicyclo[3.3.1]nonane, 9-(b... 242 C15H19B02 065212-33-1 10

Abundance Scan 3035 (20.739 min): BP003337.D\data.ms (-3026) (- m/z 105.00 100.00%
105.0

5000
162.9

%

‘ 1 2251 2002 20.50 21.00
b bbbl 222 809:2 879443955053 1 m/z 57.10  44.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #167851: 1H-Benzimidazole, 2,3-dihydro-1,3-dibenzoyl-

43,
i

o

B

105.0
5000 — —
20.50 21.00
m/z 71.10 41.17%
O‘\\\\-’\\‘\\‘\\\\‘\\.\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105.0
— —
20.50 21.00
5000 m/z 162.95 36.43%
41.0 1650 2940
O T T T T T T T T

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

Abundance #120002: S-Benzoyl-N-(p-methoxybenzylidene)thiohydro — =
105.0 20.50 21.00

m/z 85.10  32.81%

5000

-

39. 166.0 2710

O e e —r ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
Data File : BP@@3337.D

Acqg On : 22 Sep 2020 14:06
Operator : CG/JU

Sample : L4100-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.798 8.94 ng 1295990 Chrysene-d12 21.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 93
2 E-14-Hexadecenal 238 C16H300 330207-53-9 91
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 3045 (20.798 min): BP003337.D\data.ms (-3041) (- m/z 83.10 100.00%
83.1
5000 163.1 QL
— —
H \‘ 2803 20.50 21.00
ol L Ly 22212005 343.14008 47505345 /7 97,10 93.76%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
55.0
5000 — —
20.50 21.00
m/z 57.10 90.27%
\‘ I { ’r‘f\ I n ?zﬁlo
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
— —
20.50 21.00
5000 m/z 69.10 85.08%
111.0
168.0 238.0
I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194133: Dichloroacetic acid, heptadecyl ester — —
57.0 20.50 21.00
m/z 55.10 77.26%
5000
r 5.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
Data File : BP@@3337.D

Acqg On : 22 Sep 2020 14:06
Operator : CG/JU

Sample : L4100-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.233 3.35 ng 485992 Chrysene-d12 21.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 2-methylhexacosane 380 C27H56 1000376-72-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 3119 (21.233 min): BP003337.D\data.ms (-3115) (- m/z 57.10 100.00%
7.1

5
5000

} ulfm 1972 21.00 21.50
A ULy RS 281 8971 429.1488.9547. h/; 71,10 89.46%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0

5000 —— —
21.00 21.50

m/z 85.10 69.48%

oL L2270 4970 2960
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57.0

T T
21.00 21.50

o

5000 m/z 43.10 57.07%
o 127.0 1970 2670 3650
[ T T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202663: 2-methylhexacosane T —
57.0 21.00 21.50

m/z 55.10  26.38%

5000 \A\AM\fAMNWM/ﬂM
|7 1670 s670 2570

O e et e e e e ey 7 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270-BP091520.M Wed Sep 23 12:49:49 2020 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
Data File : BP@@3337.D

Acqg On : 22 Sep 2020 14:06
Operator : CG/JU

Sample : L4100-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.657 8.37 ng 1212930 Chrysene-d12 21.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 3191 (21.657 min): BP003337.D\data.ms (-3186) (- m/z 57.10 100.00%
7.1

57.
5000

—
| ”137.1 1672 21.50 22.00
bl Ly £20% 2671 337.3 402.04609 5474 /7 71,10 90.39%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane
57.0

5000 — 1
21.50 22.00
m/z 85.10 72.35%

\\“\\“‘\“\‘\i\\“\l‘\h\\]‘-ﬁl\g\.(\)‘\\\\‘\\2\9\6‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

T
21.50 22.00

o

5000 m/z 43.10 55.90%
0 127.0 197.0 267.0 380.0
e T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane T T
57.0 21.50 22.00

m/z 55.10  24.74%

5000 J\M
‘ | .le J7]0‘ 197.0 2670 3650

oh A AL Ll S T T = —
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
Data File : BP@@3337.D

Acqg On : 22 Sep 2020 14:06
Operator : CG/JU

Sample : L4100-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.110 15.83 ng 2294720 Chrysene-d12 21.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 3268 (22.110 min): BP003337.D\data.ms (-3263) (- 57.10 100.00%
57.1
22 00 22 50
’ 1972 2953 3944 476.9535.7 o
omw"}_J‘J‘u"‘_u‘w‘m"‘H_Mw_ww_ 71.10  90.19%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane M
57.0

5000
22. 00 22 50
85.10 71.16%

“\ | 4270 197.0 267.0 380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

o

2200 2250
5000 ITI/Z 43.10 53.36%
o 127.0 1970 2670 365.0
e T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane T “
57.0 22.00 22.50
m/z 99.10 24.64%
5000
OhoiL L[ 1970 2670 3370 4220 B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Data Path :
Data File :
Acqg On : 22

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
BP003337.D

Sep 2020 14:06

Operator : CG/JU

Sample
Misc :
ALS vial : 5

Quant Method
Quant Title

TIC Library

L4100-04

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 9 1-Iodo-2-methylundecane

R.T. EstConc Area Relative to ISTD R.T.
22.610 22.56 ng 3043470 Perylene-di2 23.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 94
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91

Abundance Scan 3353 (22.610 min): BP003337.D\data.ms (-3347) (- m/z 57.10 100.00%
57.1
5000
= =
” 1972 22.50 23.00
oum_‘”_Miw . 2071 337.4 4085472.75296 /7 71.10  89.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane
57.0
5000 — ———
22.50 23.00
m/z 85.10 71.55%
O\\“\‘\‘\‘\\\\“\J\‘\\]‘-6\%9\(\)‘\\\\‘\\2\9\6‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— i
22.50 23.00
5000 m/z 43.10 52.89%
o 1270 1970 2670 365.0
e e e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane T T
57.0 22.50 23.00
m/z 99.10 25.05%
5000
0 “\ | £27.0 197.0 267.0 380.0
"H‘H‘w‘H‘_‘H‘H‘W‘H“H‘W‘H‘_‘H‘H‘W‘H‘_ P R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
Data File : BP@@3337.D

Acqg On : 22 Sep 2020 14:06

Operator : CG/JU

Sample : L4100-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Octacosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23168 20.57 ng 2775536 Perylene-d12 23.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octacosane 304 cosHss 000630-02-4 94

2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3448 (23.168 min): BP003337.D\data.ms (-3442) (- m/z 57.10 100.00%
57.1
= —
}WF 197.2 2671 23.00 23.50
Ol 50005 2671 3374 422.4487.0549: y/7 71,10 89.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57.0
5000 e —
23.00 23.50
m/z 85.10 71.35%
ok 11 127.0 197.0 281.0  394.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
= —
23.00 23.50
5000 m/z 43.10 51.69%
o 127.0 1970 267.0 367.0
T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane T T
57.0 23.00 23.50
m/z 99.10 25.01%
5000
0 HFﬁ 1 197.0  296.0
_‘H,H"_‘H‘H‘w"H‘H‘W‘H“H‘W‘H‘_“W‘H‘_ = —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

8270-BP0915
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
Data File : BP@@3337.D

Acqg On : 22 Sep 2020 14:06
Operator : CG/JU

Sample : L4100-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Docosane, 7-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.810 14.20 ng 1915380 Perylene-di2 23.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3557 (23.810 min): BP003337.D\data.ms (-3550) (- m/z 57.10 100.00%
57.1

%

5000
== —
‘ “1&7.1 1672 23.50 24.00
b LU £202 2671 3514 43024891549, ./, 71 19  90.84%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl-
57.0
5000

T ‘ ‘
23.50 24.00
m/z 85.10 70.99%

182.0
Llﬁﬁﬂp,‘l 240.0 3030 379.0

O‘\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T T
23.50 24.00
5000 ITI/Z 43.10 51.49%
0 1e7.0 197.0  296.0
[ T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane T —
57.0 23.50 24.00
m/z 99.05 24.63%
0 11,1890 2060
e A e e e = =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
Data File : BP@@3337.D

Acqg On : 22 Sep 2020 14:06
Operator : CG/JU

Sample : L4100-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Heptadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24,551 7.67 ng 1035410 Perylene-di2 23.262
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 1-Heptadecene 238 C17H34 006765-39-5 91
5 2-methyltetracosane 352 C25H52 1000376-72-6 91
Abundance Scan 3683 (24.551 min): BP003337.D\data.ms (-3676) (- m/z 57.10 100.00%
57.1
5000 JL
’ 24.50 |
211.2 .
0 m‘“um“m\‘ Loy G, 2811 36544301 5052 v 71,10 87.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl-
57.0
5000 =
24.50
m/z 85.10 68.27%
O \\"\}\\\\\F.\E?\O“\\\\.‘\2\3\\9‘(\)\\3\??\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T 7
24.50
5000 m/z 43.10 48.78%
127.0
0 197.0 281.0 394.0
P A e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane 7
57.0 24.50
m/z 99.10 25.00%
5000
0 LLILEET0 1970 2670 3650
H"H“_“w"H‘H"_“w“H“H“H“_“w“u“ -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092220\
Data File : BP0@3337.D

Acqg On : 22 Sep 2020 14:06
Operator : CG/JU

Sample : L4100-04

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.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|
Propylene Glycol 3.340 2.8 ng 138215 1 7.569 981653 20.0
Ethanol, 2-(2-e... 7.181 2.1 ng 105078 1 7.569 981653 20.0
n-Hexadecanoic ... 17.898 2.5 ng 320924 4 16.975 2523080 20.0
unknown20.73 20.739 4.0 ng 585840 5 21.069 2899120 20.0
Cyclohexadecane 20.798 8.9 ng 1295990 5 21.069 2899120 20.0
Heneicosane 21.233 3.4 ng 485992 5 21.069 2899120 20.0
2-methyloctacosane 21.657 8.4 ng 1212930 5 21.069 2899120 20.0
Heptacosane 22.110 15.8 ng 2294720 5 21.069 2899120 20.0
1-TIodo-2-methyl... 22.610 22.6 ng 3043470 6 23.262 2698600 20.0
Octacosane 23.168 20.6 ng 2775530 6 23.262 2698600 20.0
Docosane, 7-hexyl- 23.810 14.2 ng 1915380 6 23.262 2698600 20.0
1-Heptadecene 24,551 7.7 ng 1035410 6 23.262 2698600 20.0
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