LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

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 M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28592.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.516 389 396 409 rVB 418718 621532 65.93% 8.139%
2 7.157 668 675 689 rBv 410809 662293 70.25% 8.672%
3 7.963 805 812 820 rVB 127156 196345 20.83% 2.571%
4 9.139 1004 1012 1020 rBV 256513 410126 43.50% 5.370%
5 10.775 1283 1290 1301 rVB 158547 270273 28.67% 3.539%
6 13.233 1702 1708 1715 rBV 554136 799189 84.77% 10.465%
7 14.063 1843 1849 1855 rVB 9646 11837 1.26% 0.155%
8 14.245 1876 1880 1888 rBV3 6514 10097 1.07% 0.132%
9 14.610 1936 1942 1949 rVB2 225657 318408 33.77% 4.169%
10 16.098 2189 2195 2207 rVB 414437 582405 61.78% 7.626%
11 16.333 2232 2235 2240 rVB 14108 17250 1.83% 0.226%
12 16.427 2247 2251 2255 rBV 32826 40817 4.33% 0.534%
13 16.486 2255 2261 2267 rVB2 29169 53360 5.66% 0.699%
14 16.545 2267 2271 2275 rBV2 31671 42411 4.50%  ©.555%
15 16.586 2275 2278 2283 rVB 17893 23240 2.47% 0.304%
16 16.692 2294 2296 2299 rVB 10241 10628 1.13% 0.139%
17 16.745 2299 2305 2311 rVB4 28022 51759 5.49% 0.678%
18 16.810 2311 2316 2320 rBV 34880 45614 4.84% ©.597%
19 16.880 2325 2328 2335 rVB2 19504 27120 2.88% 0.355%
20 17.345 2401 2407 2411 rBV 237103 334697 35.50% 4.383%
21 17.386 2411 2414 2421 rVB 19390 26533 2.81% 0.347%
22 18.221 2549 2556 2560 rBV2 118955 160645 17.04% 2.104%
23 18.256 2560 2562 2565 rVB 11483 13211 1.40% 0.173%
24 18.404 2580 2587 2590 rBv4 10132 20550 2.18% 0.269%
25 18.439 2590 2593 2600 rVB 9231 13544 1.44% 0.177%
26 18.709 2633 2639 2644 rBV2 15267 27163  2.88% 0.356%
27 18.968 2677 2683 2688 rBV 79452 102402 10.86% 1.341%
28 19.056 2693 2698 2704 rVB 20768 26160 2.77% 0.343%
29 19.121 2705 2709 2715 rBV2 18456 27985 2.97% 0.366%
30 19.262 2729 2733 2739 rBV5 8081 14522 1.54% 0.190%
31 19.380 2748 2753 2759 rVB 65444 87375 9.27% 144%
32 19.486 2766 2771 2776 rBV 62223 82819 8.78% 084%
33 19.603 2787 2791 2798 rVB2 18408 23868 2.53%

34 19.745 2810 2815 2822 rVB2 87878 152662 16.19%
35 19.939 2842 2848 2858 rVB 783167 942737 100.00% 12.

NRORR
w
=
w
3R

36 20.068 2866 2870 2876 rVB3 10327 20453  2.17% ©0.268%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

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 M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.127 2877 2880 2886 rVB 12296 17755 1.88% 0.232%
38 20.203 2888 2893 2896 rBV6 13278 27617 2.93% 0.362%
39 20.339 2912 2916 2919 rBvV3 8891 14050 1.49% 0.184%
40 20.392 2921 2925 2928 rvwV 12694 16528 1.75% 0.216%
41 20.527 2944 2948 2951 rBV2 16480 23692 2.51% 0.310%
42 20.568 2952 2955 2958 rVwv2 20713 30062 3.19% 0.394%
43 20.603 2958 2961 2967 rVB 27709 40900 4.34% 0.536%
44 20.809 2992 2996 3000 rBV 101056 113158 12.00%  1.482%
45 20.856 3001 3004 3007 rVB 19252 21472  2.28% 0.281%
46 21.174 3054 3058 3063 rBV2 124254 162420 17.23% 2.127%
47 21.480 3103 3110 3114 rBV2 312384 469596 49.81% 6.149%
48 21.515 3114 3116 3122 rVB 57053 66880 7.09% 0.876%
49 23.744 3489 3495 3501 rBvV2 195154 360629 38.25% 4.722%

Sum of corrected areas: 7636789
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM028592.D\data.ms
800000

700000
600000
500000
5.516 7.157
400000
300000 9.139
200000

10.775

7.963
100000

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10,50 11.00 11.50

Abundance TIC: BM028592.D\data.ms
800000 19.639

700000

600000 13.233

500000

16.098
400000

300000
14.610 17.345
200000
18.221 19.745

100000 189681&9&36

14.06245 i 129 | : ’
) RSN | S s . | UM it @ L S e e

Time--> 12.00 1250 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

Abundance TIC: BM028592.D\data.ms
800000

700000
600000
500000
400000 21.480
300000
200000 0

1000005

0\ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 4-(1,1-Dimethylpropyl)pheny... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.427 2.44 ng 40817  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 83
2 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
3 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 78
4 Hexestrol 270 C18H2202 000084-16-2 64
5 Phenol, 2-methyl-5-(1-methylethyl)- 150 C1@H140 000499-75-2 64
Abundance Scan 2251 (16.427 min): BM028592.D\data.ms (-2247) (- m/z 135.00 100.00%
135.0
5000 J\
41.1 107.0 1650
cooml | 220.1 :

et e b eS0T m/z 107.00 17.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate
135.0
A””“AA —

5000
16.50
m/z 136.05 9.48%

o

107.0 164.0
150 90 7o [T | 2080
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0 /\
A T T ‘ T T T n
16.50
5000 ITI/Z 41.10 8.68%
41.0 107.0
ol180 | | 770 | | 1630 2000
L e R e A RASARRRRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33621: Phenol, 4-(1,1-dimethylpropyl)- e
135.0 16.50
m/z 121.00 6.88%
5000
107.0
41.0 164.0
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Silane, chlorotripropyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.486 3.19 ng 53360 Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorotripropyl- 192 C9H21C1Si 000995-25-5 53
2 1,3-Cyclohexadiene, 1,3,5,5,6,6-... 164 C12H20 1000150-39-4 47
3 Phenol, 2-(1,1-dimethylethyl)- 150 C1@H140 000088-18-6 46
4 Acetamide, N-(4-methylphenyl)- 149 C9H11NO 000103-89-9 46
5 Hexestrol 270 C18H2202 005635-50-7 43

Abundance Scan 2261 (16.486 min): BM028592. D\data ms (-2255) (- m/z 149.05 100.00%

5000
191.1
41.0 R
0 ‘H_H‘HMHHH\H‘“ u‘lm““m“l m‘uwwmw}” m/z 107.85  85.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55060: Silane, chlorotripropyl-
149.0
790 107.0 /h
5000 T T
16.50
m/z 135.05 81.06%
27.0
O 55. L. “ Il ‘\ 19\2'0
- \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33783: 1,3-Cyclohexadiene, 1,3,5,5,6,6-hexamethyl-
149.0 ﬂ
3
16.50
5000 ITI/Z 121.05 61.69%
41.0 107.0
ol .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\ /\/\/\
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)- R —
135.0 16.50
107.0 m/z 191.16  30.00%
5000
41.0 77.0 [\j\ /\
0 ‘H_MUWwum‘H‘W1“‘_"1‘Hu‘_m_m_uwu S N V11 EE A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 3 Hexestrol, O-heptafluorobut... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.545 2.53 ng 42411  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexestrol, O-heptafluorobutyryl- 466 C22H21F703 1000365-31-9 50
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 50
3 Hexestrol, O-acetyl- 312 C20H2403 1000374-87-8 50
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 50
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 50
Abundance Scan 2271 (16.545 min): BM028592.D\data.ms (-2267) (-  m/z 135.05 100.00%
135.1
5000 J\
e ‘
41‘-0 91.1 191.1 16.50
Y SR Y B O Y — m/z 149.00  50.15%
mlz--> 50 100 150 200 250 300 350
Abundance #230198: Hexestrol, O-heptafluorobutyryl-
135.0
5000 P :
16.50
m/z 121.05 50.03%
o 410 910 | 2110 303.0 395,
\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #33623: Phenol, 4-(1,1-dimethylpropyl)-
135.0
A‘M,‘ — NW #
16.50
5000 m/z 107.05 46.99%
77.0
2 O
miz--> 50 100 150 200 250 300 350 j\A
Abundance #154882: Hexestrol, O-acetyl- P LA o B
135.0 16.50
m/z 41.05 13.51%
5000
ol 430 910 | 1770 2410 3120
i R ——
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 2-Methyl-4-hydroxybenzoxazole Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.745 3.09 ng 51759  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 59
2 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 47
3 1,3-Cyclohexadiene, 1,3,5,5,6,6-... 164 C12H20 1000150-39-4 45
4 3',4'-Formoxylidide 149 CY9H11NO 006639-60-7 43
5 2H-Indol-2-one, 1,3-dihydro-5-hy... 149 C8H7NO2 003416-18-0 43

Abundance Scan 2305 (16.745 min): BM028592.D\data.ms (-2299) (-  m/z 149.05 100.00%

149.1
107.0
5000
55.0 i ——
‘ 77‘-1 | ‘177.1 16.50 17.00
0 w‘HJNMWMH“u‘MMMm“wn:‘wmJ_m_mw m/z 107.00  71.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0 /h .
5000 I — " A
16.50 17.00
m/z 121.10  42.20%
70 520 790 !
O\‘\\\\““‘\\‘H‘\‘H\M\\i\\\\‘\M\\}\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #77582: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)-
14

9.0
W /\/V\ AAW"”\ ‘/\

16.50 17.00
5000 m/z 55.00 16.77%
41.0 oo 121.0
0 650,900 | | 172010502200
R R e L R A LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33783: 1,3-Cyclohexadiene, 1,3,5,5,6,6-hexamethyl- —— ——
149.0 16.50 17.00
m/z 163.10 15.81%
5000
: A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Carbamic acid, N-[1,1-bis(t... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.810 2.73 ng 45614  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 78
2 Hexestrol 270 C18H2202 000084-16-2 50
3 m-Anisic acid, 4-cyanophenyl ester 253 C15H11NO3 1000307-80-2 50
4 1,3-Benzenediol, o-(2-furoyl)-o'... 338 C19H1406 1000330-77-5 50
5 4-Methoxybenzoic acid, 2,6-dimet... 422 C19H16F604 1000304-50-0 50
Abundance Scan 2316 (16.810 min): BM028592.D\data.ms (-2311) (- m/z 135.00 100.00%
135.0
5000 J\
P b
41.1 95.0‘ 16.50 17.00
ol e o m/z 107.00  18.41%
m/z--> 50 100 150 200 250 300
Abundance #216795: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-
135.0
5000 /\A — el p
16.50 17.00
m/z 136.05 10.63%
oL40, 910 | 1750206.0 247.0 281.0 315.
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #119447: Hexestrol
135.0 ﬂ
‘ T T n\ ‘ \,( T
16.50 17.00
5000 m/z 41.10 8.91%
o430 "0 | 18102120 2700
e e LT e e
miz--> 50 100 150 200 250 300
Abundance #104721: m-Anisic acid, 4-cyanophenyl ester — ——
135.0 16.50 17.00
m/z 95.00 5.35%
5000
77.0
01390 | | | 253.0 AM m
— 7 pb bbb
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.221 9.60 ng 160645 Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2556 (18.221 min): BM028592.D\data.ms (-2549) (- m/z 43.10 100.00%

43.1 73.1
5000 1291
213.1 = =
‘ 157.1185.1 18.00 18.50
0“W‘HWJH m/z 73.10 96.47%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6Q.0
5000 129.0 T T
18.00 18.50
157.01g5 02130  256.0 m/z 60.00 90.59%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
— —
43.0 18.00 18.50
5000 ITI/Z 41.05 82.31%
129.0
1710 2140
101.0 ‘ ‘
o151Oﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid = ]
43.0 ,73.0 18.00 18.50
m/z 55.05 78.01%
5000 129.0
199.0
s e
osol WAl A [0 1L, | ULV
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 unknownl8.968 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.968 6.12 ng 102402  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 43
2 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 40
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 38
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 38
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 38

Abundance Scan 2683 (18.968 min): BM028592.D\data.ms (-2677) (- m/z 57.10 100.00%
57.1

-

5000 113.1
‘ 19.00
169.2 :
ol A “ Ao 2080 281U 47 113010 44.79%
miz-> 50 100 150 200 250
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion:
57.0
5000 T
97.0 19.00
m/z 97.10 39.83%
0 27“-0“\ ‘h | | 147.0177.0 219.0 261.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
=
19.00
m/z 55.05 27.72%
5000 - 113.0 /
ol M L asso
m/z--> 50 100 150 200 250
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate ——
57.0 19.00

m/z 83.05 18.36%

5000

©
~
=}

0 27‘\-0“‘\ | ‘ 1270 169.0 211.0
Skl P M N MEREL L A R o

m/z--> 50 100 150 200 250 19.00

8270-BM012021.M Fri Jan 29 12:57:35 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.486 3.53 ng 82819 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Undecanoic acid 186 C11H2202 000112-37-8 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58

Abundance Scan 2771 (19.486 min): BM028592.D\data.ms (-2766) (- m/z 43.05 100.00%

43.0 73.0
5000
129.1
185.1 241.2 . T
‘ ‘ ‘ 284. 19.50
— T WY SRR Y VA B L m/z 60.00  83.57%
miz-> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 L it
19.50
‘ 185.0 2410 284 m/z 73.00 83.53%
[ m— }‘H‘ h“ \‘H‘w““\‘h“w \}M‘“ H}m“ ‘ L “ “\‘ \‘ \“ L “\ ‘\‘ , “‘\‘
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
——
19.50
5000 129.0 m/z 55.05 77 .45%
iH
oLl H\“H‘n il “H\H“ H\h‘\‘ il ‘\“1‘61-0;\‘ \i . ‘\“ .
miz--> 50 100 150 200 250
Abundance #50051: Undecanoic acid —
60.0 19.50
m/z 57.10 75.59%
5000
29.0 129.0
70 ‘ ‘ 186.0
oL ““‘ U\‘u‘\‘ H‘M ‘uh‘ﬁ ““ ““H\; “‘\‘ “‘ = T —
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM@28592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 9 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.809 4.82 ng 113158 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 78
2 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 25
3 Triallylmethylsilane 166 C1OH18Si 001112-91-0 25
4 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 22
5 Silane, butyldichloromethyl- 170 C5H12C12Si 018147-23-4 22

Abundance Scan 2996 (20.809 min): BM028592.D\data.ms (-2992) (- m/z 57.10 100.00%
57.1

113.1
5000
o e
| ‘ 1602 20.50 21.00
obd h bbb | 20702461 3041 355 ./, 19316 58.39%
mlz--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 I T T T T T J\\
20.50 21.00
113.0 m/z 97.10 53.73%
168.0
O LI ‘w\ “\‘ ‘\‘h“\ ‘ \“‘\ T ‘ \‘\ T ‘ T T T T ‘ L ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #88703: Sulfurous acid, cyclohexylmethyl isobutyl ester
97.0
“ T
55.0 20.50 21.00
5000 m/z 55.10 27.92%
o
miz--> 50 100 150 200 250 300 350
Abundance #35009: Triallylmethylsilane — ——
97.0 20.50 21.00
m/z 83.10 22.58%
5000
43.0
0"J“““L*Hu““““ e R = e=
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_M\Data\BM@12821\
Data File : BM@28592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 10 Cyclohexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.174 6.92 ng 162420 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 97
2 1-Docosene 308 C22H44 001599-67-3 93
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 93

Abundance Scan 3058 (21.174 min): BM028592.D\data.ms (-3054) (- m/z 57.10 100.00%
57.1

97.1
5000
228.1 S =
\‘ H I L1822 ‘ 280.1 2100 2150
ol LB Lk “h A “‘ (822 2801 34L L 4306 99.57%
miz--> 50 100 150 200 250 300
Abundance #81246: Cyclohexadecane
5.0
97.0
5000 — —
21.00 21.50
m/z 55.10  92.62%
390 224.0
O T \‘\ \ ‘ T \ ‘ ‘ \ \‘\ h “\ T \Q‘ T \‘\ T ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #151538: 1-Docosene
53.0
— —
7.0 21.00 21.50
5000 ITI/Z 83.05 80.86%
oo L1 ‘ om0 aso
miz--> 50 100 150 200 250 300
Abundance #205392: Trichloroacetic acid, hexadecyl ester — —
43.0 21.00 21.50
83.0 m/z 69.05 70.82%
5000
i
N RN O O T S e
m/z--> 0 100 150 200 250 300 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12821\
Data File : BM028592.D

Acqg On : 28 Jan 2021 17:57
Operator : CG/JU

Sample : M1255-06

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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|
4-(1,1-Dimethyl... 16.427 2.4 ng 40817 4 17.345 334697 20.0
Silane, chlorot... 16.486 3.2 ng 53360 4 17.345 334697 20.0
Hexestrol, O-he... 16.545 2.5 ng 42411 4 17.345 334697 20.0
2-Methyl-4-hydr... 16.745 3.1 ng 51759 4 17.345 334697 20.0
Carbamic acid, ... 16.810 2.7 ng 45614 4 17.345 334697 20.0
n-Hexadecanoic ... 18.221 9.6 ng 160645 4 17.345 334697 20.0
unknown18.968 18.968 6.1 ng 102402 4 17.345 334697 20.0
Octadecanoic acid 19.486 3.5 ng 82819 5 21.480 469596 20.0
2,4,4,6,6,8,8-H... 20.809 4.8 ng 113158 5 21.480 469596 20.0
Cyclohexadecane 21.174 6.9 ng 162420 5 21.480 469596 20.0
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