LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP007028.D

Acqg On : 17 Sep 2021 16:13
Operator : CG/JU

Sample : M3774-01

Misc :

ALS vial : 6 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\8270E-BP091621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7028.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.016 322 328 338 rBV 183584 268084 1.33% 0.294%
2 5.475 400 406 420 rBv 2288899 3347980 16.56% 3.667%
3 7.069 668 677 687 rBV 1357599 2103708 10.41% 2.304%
4 7.910 808 820 829 rBV 1038021 1712133 8.47% 1.875%
5 9.069 1009 1017 1028 rBV 2989903 4887206 24.18% 5.353%

6 10.493 1253 1259 1269 rBV 186934 342027 1.69% 0.375%
7 10.710 1287 1296 1301 rBV 1391876 2390880 11.83% 2.619%
8 13.163 1704 1713 1724 rBV 8367005 12410494 61.39% 13.594%
9 14.534 1936 1946 1954 rBV 2305953 3311274 16.38% 3.627%
10 14.951 2010 2017 2030 rBV 263507 523720 2.59% 0.574%

11 16.022 2192 2199 2212 rBV 6809680 9791343 48.44% 10.725%
12 16.204 2224 2230 2236 rBV 522279 793649 3.93%
13 17.281 2407 2413 2419 rBV 2946943 4039278 19.98%
14 18.175 2557 2565 2590 rBV 4063102 6854937 33.91%
15 18.480 2613 2617 2623 rVB2 149010 233291 1.15%

oON A~
N
N
A
xR

16 19.222 2735 2743 2747 rBV 241155 630212 3.12% 0.690%
17 19.327 2755 2761 2767 rVB 340137 735271 3.64% ©.805%
18 19.404 2767 2774 2791 rBV 3388309 5946430 29.42% 6.513%
19 19.839 2842 2848 2853 rBV 16140695 20214329 100.00% 22.142%
20 20.616 2976 2980 2985 rBV2 131458 211413 1.05% 0.232%

21 21.974 3054 3058 3064 rBv2 518188 681469 3.37% ©.746%
22 21.357 3101 3106 3112 rBV 3657299 4816677 23.83% 5.276%
23 23.774 3510 3517 3528 rVB2 2326179 5048583 24.98% 5.530%

Sum of corrected areas: 91294388
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7028.D

Acqg On : 17 Sep 2021 16:13
Operator : CG/JU

Sample : M3774-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP007028.D\data.ms
1.6e+07

1.4e+07
1.2e+07
le+07
8000000
6000000

4000000 9.069

5.475
2000000 7.069 7.910 10.710

o 5.016 f\ 10.49
L L B s B O B L L I Ly I L I BB

Time--> 350 4.00 450 5,00 5.50 6.00 650 7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP007028.D\data.ms
1.6e+07 19.839

1.4e+07
1.2e+07

le+07

13.163

8000000
16.022

6000000

18.175
4000000 19.404

14.534
2000000

6.204
Time--> 12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP007028.D\data.ms
1.6e+07

1.4e+07
1.2e+07
le+07
8000000

6000000

21.357

4000000 23774

2000000
616 21.074

O L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
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_P\Data\BP@91721\
Data File : BP0@7028.D

Acqg On : 17 Sep 2021 16:13
Operator : CG/JU

Sample : M3774-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.016 3.13 ng 268084 1,4-Dichlorobenzene-d4 7.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 23
5 Tetraglyme 222 C10H2205 000143-24-8 23

Abundance Scan 328 (5.016 min): BP007028.D\data.ms (-322) (-) m/z 43.00 100.00%

3.0
5000
101.1

4.60 4.80 5.00 5.20 5.40
L 207.0267.9327.1 431.4 504.0

oAby 207026798271 4314 5040 n/z 58.95  62.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 (L RLALALAN LN B B
4.60 4.80 5.00 5.20 5.40
m/z 101.10 22.93%
101.0
O\\”\‘Jf“ \\‘\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #165726: Succinic acid, heptyl 2-methoxyethyl ester
59.0
R RARRRRS EEEEE S
4.60 4.80 5.00 5.20 5.40
5000 ITI/Z 58.05 17.82%
159.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A REEEE EEESE
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.48%
5000
H | 126.0
0 A e e e i Al
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40

8270E-BP091621.M Mon Sep 20 13:24:56 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7028.D

Acqg On : 17 Sep 2021 16:13
Operator : CG/JU

Sample : M3774-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.493 2.86 ng 342027 Naphthalene-d8 10.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 53
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 1259 (10.493 min): BP007028.D\data.ms (-1253) (- m/z 57.05 100.00%

57.0
5000

10.50
ol MJNM%?%?‘%???wgg%Pu35??4&@9?]?25?5] m/z 45.00 89.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000
10.50

m/z 41.00  35.25%

O !IV‘IL‘\L}]\-\312\.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
7.0

g
lO 50
5000 m/z 74.95 20.55%
OnvLLMH3%O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether P
57.0 10.50

m/z 56.05 16.32%

0 m\ hM 18.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7028.D

Acqg On : 17 Sep 2021 16:13
Operator : CG/JU

Sample : M3774-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Dodecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.951 3.16 ng 523720  Acenaphthene-d10 14.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Nonanoic acid 158 C9H1802 000112-05-0 62
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 2017 (14.951 min): BP007028.D\data.ms (-2010) (-  m/z 73.00 100.00%

-

5000
157.1
! H 1 266.8  354.8 428.6489.0546.! 15.00
ol Ly Ly 2008 354.8 428.,6489.0546. m/z 60.00 91.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75716: Dodecanoic acid
60.0
5000 129.0 15.00
m/z 55.00 61.97%
Ll 20
O‘\L\WH \\H\A\\H‘\\‘\\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
—
15.00
5000 ITI/Z 43.05 58.36%
L‘ 214.0
b wml\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid 7
73.0 15.00
m/z 41.10 55.16%
5000
185.0
o_muu’ “‘M{MM‘wmw‘WHWMwwww_ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7028.D

Acqg On : 17 Sep 2021 16:13
Operator : CG/JU

Sample : M3774-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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(3H)-Benzothiazolone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.204 3.93 ng 793649  Phenanthrene-die 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 96
2 Thieno[3,2-b]pyridin-7-o0l 151 C7H5NOS 107818-20-2 64
3 6-Methyl-7-oxo0-4,7-dihydro-triaz... 151 C5HS5N50 057250-39-2 50
4 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 50
5 2-Mercapto-1,3-benzoxazole 151 C7H5NOS 002382-96-9 38

Abundance Scan 2230 (16.204 min): BP007028.D\data.ms (-2224) (- m/z 150.95 100.00%

150.9
5000
—f \

69‘ 0 | 16.00 16.50
Olprrrthibad Lk 2669827.2 41514751 549, n/; 96,00  67.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28647: 2(3H)-Benzothiazolone
151.0
5000 T
16 OO 16.50
69.0 m/z 123.00 56.37%
O‘\\‘\“\‘ﬂ\“‘\“\‘\‘\‘\\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28649: Thieno[3,2-b]pyridin-7-ol
151.0
‘ ‘ ——
16.00 16.50

o

70.0\ \
N
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #28599: 6-Methyl-7-oxo-4,7-dihydro-triazolo(3,2-c)triazine
151.0 16 00 16 50

m/z 122.00 10.15%

67.0
) AIJL
0 \‘\ “‘ .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16. OO 16. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7028.D

Acqg On : 17 Sep 2021 16:13
Operator : CG/JU

Sample : M3774-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.175 33.94 ng 6854940  Phenanthrene-die 17.281
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2565 (18.175 min): BP007028.D\data.ms (-2557) (- m/z 73.00 100.00%

73.0
5000
2132 — —
m \ q 18.00 18.50
0l Al H{‘M,WHW‘ 3270 44947505352 m/z 60.00  82.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 — ——
129.0 18.00 18.50
m/z 43.05 72.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
—r— =
18.00 18.50
5000 m/z 57.05 66.15%
171.0
o““ ”Mm,,x
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — =
73.0 18.00 18.50
m/z 55.10 62.73%
5000
L 228.0
(L [
ol m“, — —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7028.D

Acqg On : 17 Sep 2021 16:13
Operator : CG/JU

Sample : M3774-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.222 3.12 ng 630212  Phenanthrene-die 17.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 78
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 56
3 Benzamide, N-propyl- 163 C1OH13NO 010546-70-0 43
4 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 36
5 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17Bro03 1000191-33-3 28

Abundance Scan 2743 (19.222 min): BP007028.D\data.ms (-2735) (- m/z 105.00 100.00%

105.0
5000 163.1
—— —
1.0 19.00 19.50
Ot e e 226:1283.0341.1401.0459.1 520.7  1/7 163.05  45.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 —T
19.00 19.50
m/z 77.00 27.49%
O f]\r‘\\\f‘\f\\‘\\\\2‘\29\.(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38616: Morpholine, 4-phenyl-
105.0
—— —
163.0 19.00 19.50
5000 m/z 106.00 7.94%
27.0
ottt
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38609: Benzamide, N-propyl- T —
105.0 19.00 19.50
m/z 164.05 5.68%
5000
163.0
41.
Oh e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7028.D

Acqg On : 17 Sep 2021 16:13
Operator : CG/JU

Sample : M3774-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Morpholine, 4-phenyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.328 3.05 ng 735271 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 72
2 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 47
3 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17Br03 1000191-33-3 40
4 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 38
5 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 33

Abundance Scan 2761 (19.327 min): BP007028.D\data.ms (-2755) (- m/z 105.00 100.00%

105.0
163.0
5000
— 7
43.0 19.00 19.50
bttt | 22312810 355.0 42914929549  n/z 163.00  70.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0
5000 — =
19.00 19.50
m/z 77.00  28.22%
27.0
O\\h\l\‘ﬁ\‘\W\“\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39043: Glyoxylamide, N-phenyl-
163.0
— —1
19.00 19.50
5000 43.0 m/Z 106.00 8.07%
OJ‘H‘LL,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 /\/\f\_ﬂ
Abundance #257245: Benzoic acid, 2-benzyloxy-3-bromopropyl ester e
105.0 19.00 19.50
163.0 m/z 164.00 7.12%
5000
41.0
0"N{Jw‘NH"_“w‘?fﬁpu“H34%9‘W‘H“H“M“w‘ = s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7028.D

Acqg On : 17 Sep 2021 16:13
Operator : CG/JU

Sample : M3774-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2
R.T. EstConc Area Relative to ISTD R.T.

19.404 24.69 ng 5946430 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 46
3 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 46
4 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 35

Abundance Scan 2774 (19.404 min): BP007028.D\data.ms (-2767) (- m/z 105.00 100.00%

106.0 ‘
5000 431

TR 1950

0 Lt L 355.0414.9475.0 9491 /7 149.00  85.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #179089: Octadecanoic acid

73.0

5000 U
19.50

m/z 73.00 59.16%

185.0 284.0
‘\\"\UH ‘!\[l%VH\\“\V\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0

o

19 50
ol 480) | 1790
I A e B R RRRERE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216953: Diethylene glycol dibenzoate
105.0 19 50

m/z 60.00 49.00%

5000 Jk
0l27.0 ‘ 179.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7028.D

Acqg On : 17 Sep 2021 16:13
Operator : CG/JU

Sample : M3774-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Pentadecafluorooctanoic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.075  2.83ng 681469 Chrysene-di2 21.357

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

2 Pentacos-1-ene 350 C25H50 016980-85-1 93
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
4 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 90
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90

Abundance Scan 3058 (21.074 min): BP007028.D\data.ms (-3054) (-  m/z 57.10 100.00%

57.1
5000
f 21.00 |
207.0 281.0 :
o‘Hw“‘H‘Hh‘m“pw_m_?ﬁ?‘l‘_‘f't?%‘l‘_?”r?‘?ww m/z 43.10  75.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — ‘
21.00
m/z 55.10 62.43%
Ol‘f‘\Al\HZISZ.O:gG\g.O64?"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #259982: Pentacos-1-ene
55.0
T
21.00
5000 ITI/Z 71.10 58.16%
5.0
o] H\, 105.0264.0 >0
g “H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_
m/z--> 50 100150200250300350400450500550600650
Abundance #126386: 1-Decanol, 2-hexyl- 7 ‘
57.0 21.00
m/z 83.10 57.30%
5000
5.0
1], 196.0
okt e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91721\
Data File : BP0@7028.D

Acqg On : 17 Sep 2021 16:13
Operator : CG/JU

Sample : M3774-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.016 3.1 ng 268084 1 7.910 1712130 20.0
Ethanol, 2-(2-b... 10.493 2.9 ng 342027 2 10.710 2390880 20.0
Dodecanoic acid 14.951 3.2 ng 523720 3 14.534 3311270 20.0
2(3H)-Benzothia... 16.204 3.9 ng 793649 4 17.281 4039280 20.0
n-Hexadecanoic ... 18.175 33.9 ng 6854940 4 17.281 4039280 20.0
Oxybis(propane-... 19.222 3.1 ng 630212 4 17.281 4039280 20.0
Morpholine, 4-p... 19.328 3.0 ng 735271 5 21.357 4816680 20.0
Octadecanoic acid 19.404 24.7 ng 5946430 5 21.357 4816680 20.0
Pentadecafluoro... 21.075 2.8 ng 681469 5 21.357 4816680 20.0
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