LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acqg On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS Vvial : 15 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_ F\METHODS\8270-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124777.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 106 13 17 rBB 9435 10190 7.83% 1.104%
2 5.099 507 512 515 rBB 8537 10590 8.14% 1.147%
3 5.493 575 579 582 rBB 135291 116194 89.31% 12.588%
4 6.498 745 750 753 rBV 126614 116598 89.63% 12.632%
5 6.875 811 814 817 rBB 38368 27893 21.44%  3.022%
6 7.434 905 909 912 rBB 80934 74374 57.17% 8.057%
7 8.051 1012 1014 1018 rBB 7430 5910 4.54% 0.640%
8 8.157 1029 1032 1035 rBB 44227 34882 26.81% 3.779%
9 9.234 1211 1215 1218 rBV 153826 130095 100.00% 14.094%
10 9.910 1327 1330 1333 rBB 47788 34521 26.54% 3.740%
11 10.698 1461 1464 1467 rBB 81470 61014 46.90% 6.610%
12 11.398 1580 1583 1586 rBB 39277 29516 22.69% 3.198%
13 11.916 1669 1671 1673 rBB 5268 3586 2.76% ©.388%
14 12.704 1803 1805 1807 rBB 2833 1790 1.38% 0.194%
15 12.986 1849 1853 1856 rBB 133978 113018 86.87% 12.244%
16 13.551 1946 1949 1951 rBB 4935 3921 3.01% 0.425%
17 13.880 2002 2005 2014 rBB3 10788 13660 10.50% 1.480%
18 14.039 2029 2032 2035 rBB 33228 25847 19.87%  2.800%
19 14.198 2056 2059 2062 rBV 11835 10048 7.72% 1.089%
20 14.498 2106 2110 2114 rBV 11786 12136 9.33% 1.315%
21 14.698 2138 2144 2146 rVB2 1637 2246 1.73% 0.243%
22 14.792 2156 2160 2162 rBV 17600 18149 13.95% 1.966%
23 14.810 2162 2163 2169 rVB 12919 9742 7.49% 1.055%
24 14.886 2174 2176 2178 rVB2 2647 2022 1.55% 0.219%
25 15.068 2201 2207 2209 rVB2 1152 1991 1.53% 0.216%
26 15.151 2217 2221 2225 rVB 10039 10774 8.28% 1.167%
27 15.515 2278 2283 2285 rBV 18614 23054 17.72%  2.498%
28 15.974 2355 2361 2368 rVB 4420 9003 6.92% 0.975%
29 16.404 2430 2434 2436 rBB2 1135 1527 1.17% 0.165%
30 16.486 2443 2448 2453 rBV3 2559 4147 3.19% 0.449%
31 17.080 2545 2549 2556 rBvV2 1269 3043 2.34% 0.330%
32 18.645 2811 2815 2817 rBV 1132 1582 1.22% 0.171%

Sum of corrected areas: 923063
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 26 Jul 2021 22:05
: M3151-01

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
BF124777.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05

Operator Ju/caG

Sample : M3151-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: 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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
2.163 7.31 ng 10190 1,4-Dichlorobenzene-d4 6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
2 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9
3 Isobutylamine 73 C4AH11N 000078-81-9 5
4 1-Pentanamine 87 C5H13N 000110-58-7 4
5 3,4-Hexanediol, 2,5-dimethyl- 146 C8H1802 022607-11-0 4

Abundance  Scan 13 (2.163 min): BF124777.D\data.ms (-10) (-) m/z 73.10 100.00%
73.1
43.0
5000
87.1 L e e e
H ‘ 2.202.302.402.502.60
Obrrrr e e e e e e m/z 43.00 56.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T T T[T T[T TT 1T
43.0 2.202.302.402.502.60
' 87.0 m/z 55.00 29.36%
29.0
ST
O\\‘\\\\‘\\\”’\\\\“}\\\‘\\\‘\“\\\\’\}\\‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9275: 2-Butanone, 3-methoxy-3-methyl-
73.0
G e e
43.0 2.202.302.402.502.60
5000 ITI/Z 87.10 21.49%
0 HH 5‘7"0 87.0 101.0 116.0
coepe el el e BT
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #861: Isobutylamine AR e R RanEaa S
30.0 2.202.302.402.502.60
m/z 41.00 18.35%
5000
73.0
o150 430 580 ]
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknown5.098 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.098 7.59 ng 10590 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 9
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7
3 Diacetamide 101 C4H7NO2 000625-77-4 7
4 Formamide, N-butyl- 101 C5H11NO 000871-71-6 4
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 4
Abundance Scan 512 (5.098 min): BF124777.D\data.ms (-507) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.0 A Ra e RaEEEEE T
‘ ‘ 4.80 5.00 5.20 5.40
Ol prrreprrreprrre e e e M/z 5910 55.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9297: Oxirane, [(1-methylethoxy)methyl]-
43.0
29.0 59.0
5000 LA L B B A LR
4.80 5.00 5.20 5.40
m/z 101.00 16.74%
15.0 73.0 101.0
O\H‘\\‘\\’\\1!}\\\‘1}H\\‘H‘H\i\\\\’\‘\\\’\8\6‘\'\?\\\\‘H\\J‘-\l\s\.\(‘)\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4528: 2,3-Butanedione, monooxime
43.0
A Ra e RaEEERE T
4.80 5.00 5.20 5.40
5000 m/z 57.90 12.69%
101.0
oL 180280 | 589 gs0
R A L e B e R R RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4516: Diacetamide e e
43.0 4.80 5.00 5.20 5.40
m/z 41.00 10.22%
5000 59.0
73.0
101.0
0 280 |l 86.0 |
e e e e e e e A Ra e REmEaRE T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknown8.051 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.051 3.39 ng 5910 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 9
2 Aziridine, 1-(methoxymethyl)- 87 C4H9NO 001497-83-2 5
3 Ethanamine, 2-methoxy- 75 C3H9NO 000109-85-3 4
4 2-(Isobutoxymethyl)oxirane 130 C7H1402 003814-55-9 4
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 4
Abundance Scan 1014 (8.051 min): BF124777.D\data.ms (-1012) (-) m/z 45.00 100.00%
450 57.1
5000
R AANEEEEEY
‘ ‘ 74‘.9 87‘.1 7.80 8.00 8.20 8.40
or-——r——trt m/z 57.10 94.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5034: 3,3-Dimethylbutane-2-ol
43.0 57.0
5000 L B I I LI LN B
290 7.80 8.00 8.20 8.40
690 o0 m/z 41.00  51.50%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2131: Aziridine, 1-(methoxymethyl)-
45.0
R RANEEEEEY
7.80 8.00 8.20 8.40
m/z 43.00 16.99%
5000 57.0
150 290
L
O e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1032: Ethanamine, 2-methoxy- B ARREEEEEE
30.0 7.80 8.00 8.20 8.40
m/z 56.00 15.38%
5000
45.0
L 75.0
ot e e e b e
m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40

8270-BF072221.M Tue Jul 27 10:37:35 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownll.916 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.916 2.43 ng 3586  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid 60 C2H402 000064-19-7 4
2 Guanidine, methyl- 73 C2H7N3 000471-29-4 4
3 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 3
4 1-Propanol 60 C3H80 000071-23-8 3
5 Isobutylamine 73 C4H11N 000078-81-9 3
Abundance Scan 1671 (11.916 min): BF124777.D\data.ms (-1669) (- m/z 43.00 100.00%
43.0 73.0
57.0
5000
e
12.00
-Vt m/z 73.00 89.99%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #300: Acetic acid
43.0
60.0
5000 T
12.00
15.0 m/z 41.10 89.70%
29.0
O\\\‘2.\()\\\‘\‘\‘\‘1‘\\\}“‘\\H“!M\‘H\\“HH‘HH‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #823: Guanidine, methyl-
30.0 43.0
73.0 o
12.00
5000 18.0 m/z 57.00  81.44%
57.0
;
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #215: Acetonitrile, hydroxy- e
28.0 12.00
m/z 60.00 68.32%
5000 56.0
40.0
ol 140
m/z--> 0 10 20 30 40 50 60 70 80 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 wunknownl3.551 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.551 3.03 ng 3921 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 9
2 Azetidine, 1-methyl- 71 C4HSN 004923-79-9 5

3 Azetidine, 2-methyl- 71 CAHON 019812-49-8 5
4 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4
5 S5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4

Abundance Scan 1949 (13.551 min): BF124777.D\data.ms (-1946) (- m/z 57.00 100.00%

43.1 57.0
71.1
85.0
5000 {\
I "
13.50
O I R S m/z 43.10 90.52%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2058: Butane, 2,2-dimethyl-
43.0 57.0
71.0 /\
5000 \A T ‘ T \n T A{‘l
29.0 13.50
m/z 71.10 68.01%
O\\‘\:L'\:-);()\‘\\\‘}’\\\\‘i}}\\’\‘\‘\1‘\\\\"1\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #700: Azetidine, 1-methyl-
28.0 n
: — ‘
42.0 13.50
5000 m/Z 85.00 53.34%
56.0 71.0
oH_HWHH,“H“}M‘H,‘mwu,‘mwuuw
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #699: Azetidine, 2-methyl- i — ‘
28.0 13.50
m/z 55.00 52.27%
42.0
5000 56.0
' 71.0
0H“‘H‘H;H,“H“{H‘H,‘HH‘HH,‘MH‘HH‘H e A

m/z--> 10 20 30 40 650 60 70 80 90 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 unknownl3.880 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.880 10.57 ng 13660 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 38
2 Octadecane, 2,2,4,15,17,17-hexam... 591 C42H86 055470-97-8 36
3 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 25
4 1-Pentanol, 4-methyl-2-methylene- 114 C7H140 121505-31-5 25
5 1-Butanol, 2-ethyl- 102 CeH140 000097-95-0 12
Abundance Scan 2005 (13.880 min): BF124777.D\data.ms (-2002) (- m/z 57.10 100.00%
57.1
5000 ﬂ
| R O V111
‘ ‘ 13.50 14.00
o+ m/z 43.10 87.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
<00 /\ TR
13.50 14.00
m/z 71.00 48.61%
] | ‘ 171.0
O\\\\‘\‘\\J\”‘\\\\‘\!‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346158: Octadecane, 2,2,4,15,17,17-hexamethyl-7,12-k
57.0
- ——
13.50 14.00
5000 m/z 85.00 38.70%
Ohidy, 1270 211.0 3080 4200 _ 533.0
A e T T e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90428: Dichloroacetic acid, 4-methylpentyl ester - ——
43.0 13.50 14.00
m/z 41.00  38.15%
5000
i J | 120
ONM‘H“H‘cm“‘\m‘\m‘uu‘uu‘m\‘\m‘\m‘\m‘\m P b
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.198 7.77 ng 10048 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64
4 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 50
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 50
Abundance Scan 2059 (14.198 min): BF124777.D\data.ms (-2056) (- m/z 57.10 100.00%
57.1
5000 85.1
AL L] W
‘ ‘ 113.0 14.00 14.50
O e L w/z 43.00  77.88%
m/z--> 20 40 60 80 100 120 140 160 180 =200
Abundance #74006: Tetradecane
57.0
qoco D gt~
85.0 14.00 14.50
29.0 m/z 71.00 54.30%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 60 80 100 120 140 160 180 200
Abundance #170578.Sumﬂousacm,2+ﬂhWhexstohexyleﬁer
57.0
— —
850 14.00 14.50 .
5000 m/z 85.10 45.77%
29.0 113.0
0 _ﬂ“‘H‘h‘;m"WH‘,“W“‘H““w““_““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester — ——
57.0 14.00 14.50
m/z 55.10 36.89%
5000 85.0
LI
0 _d‘wﬁ‘w“M‘pu“p‘JW“u“u“u“_“‘_ | 8 AL
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 Carbonic acid, prop-1l-en-2-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.498 9.39 ng 12136 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 78
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 39
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 38
4 1-Heptadecanamine 255 C17H37N 004200-95-7 38
5 Pentane, 3-ethyl-2,3-dimethyl- 128 C9H20 016747-33-4 37
Abundance Scan 2110 (14.498 min): BF124777.D\data.ms (-2106) (. m/z 57.10 100.00%
57.1
5000 85.1
TR
‘ 111.0 14.50
ow‘m_"!,‘m_m“HL‘,m‘_‘H_wwwww‘ m/z 43.10  82.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester I\
57.0
000 Ll =
85.0 14.50 .
29.0 m/z 71.10 61.53%
o Hh‘ | M10 1400 168.0 1960 241
T ’\\\\‘\\\\‘\\1\’1\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61055: 1-Octanol, 2-butyl-
57.0 n
——
14.50
5000 m/z 85.10 41.04%
29.0 85.0
111.0
0 el e e 2200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester P
57.0 14.50
m/z 55.00 37.13%
5000
85.0
29.0
0 L B saotseo 2o | U1 (M ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05

Operator Ju/caG

Sample : M3151-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: 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 unknownl4.792 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.792 15.74 ng 18149 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dodecanamide

199

2 Propanenitrile, 3-(ethylmethylam... 112

C12H25NO
C6H12N2

001120-16-7 38
055619-09-5 10

3 2-Butene, 1-propoxy-, (E)- 114 C7H140 056052-71-2 10
4 2-Propenoic acid 72 C3H402 000079-10-7 9
5 Cyclopentylsilane 100 C5H12Si 080249-74-7 9

Abundance Scan 2160 (14.792 min): BF124777.D\data.ms (-2156) (-~ m/z 59.00 100.00%
59.0

5000
81.0 o —
‘ ‘ H ‘114.0 14.50 15.00
b M m/z 55.00  61.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74752: Dodecanamide
59.0
5000
14.50 15.00
m/z 72.00 57.41%
29.0
0 \‘ \H‘ L “86"-0 11\40\ 156.0 199.0
\\\’\\\\’\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7149: Propanenitrile, 3-(ethylmethylamino)-
42.0 72.0
— —
14.50 15.00
97.0 o
5000 m/z 41.10  47.77%
15.0 ‘
ol ‘ul”“p‘muuu‘u_M,HH,HH_MW
miz--> 20 40 60 80 100 120 140 160 180 200 M n
Abundance #8564: 2-Butene, 1-propoxy-, (E)- —h— ——
55.0 14.50 15.00
m/z 43.10 30.43%
5000
114.0
S T Y
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 10 unknownl14.810 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.810 8.45 ng 9742  Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 36
2 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 33
3 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 25
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 9
5 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 9
Abundance Scan 2163 (14.810 min): BF124777.D\data.ms (-2162) (- m/z 57.00 100.00%
57.0
43.0 71.1
5000 99.1
85.1
AT 1
‘ ‘ H 14.50 15.00
0 H_m_HwH_m_m‘H‘w“‘H,‘H‘WWW,WW m/z 71.10 64.88%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester
43.0
57.0 ﬂ A
5000 IR
71.0 14.50 15.00
29.0 ‘ 85.0 m/z 43.05 64.54%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14579: Hexane, 2,4,4-trimethyl-
57.0
43.0
71.0 N\Mﬂ‘ ‘ (-
14.50 15.00
5000 m/z 99.10 45.60%
29.0 99.0
Obrerees bbb el 880 1130
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14564: Heptane, 3,3-dimethyl- — —
430 570 14.50 15.00
71.0 m/z 85.10 35.29%
5000
27.0 99.0
PSR O Y1 O U |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 11 unknownl5.151 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.151 9.35 ng 10774 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ether, heptyl hexyl 200 C13H280 007289-40-9 47
2 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 974421-19-5 38
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 28
4 Dichloroacetic acid, 4-methylpen... 212 C8H14C1202 1000282-43-7 28
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 28
Abundance Scan 2221 (15.151 min): BF124777.D\data.ms (-2217) (. m/z 43.10 100.00%
43.1
71.0
5000 /kh
97.1 e : ﬁ‘ I
H ‘ ‘ H 15.00 15.50
L . m/z 57.00  98.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #76029: Ether, heptyl hexyl
57.0
5000 R AL
85.0 15.00 15.50
290 ‘ m/z 71.00 64.61%
O\\\‘\H‘\\“‘}‘\\LN‘\1”‘\\‘H‘\\\““\\]-]\-5\.‘0\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #76049: Hexane, 1-(hexyloxy)-5-methyl-
57.0 ﬂ ﬂ
—— —
15.00 15.50
5000 m/z 85.10 55.57%
85.0
29.0 ‘
ol L Lm0 st
miz--> 20 40 60 80 100 120 140 160
Abundance #14574: Hexane, 2,3,4-trimethyl- — —
43.0 15.00 15.50
m/z 41.10 39.86%
saso | L | ese o Ll /\ |
A o =

m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 12 unknownl5.974 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.974 7.81 ng 9003  Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azetidine, 2-methyl- 71 C4HSN 019812-49-8 5
2 Azetidine, 1-methyl- 71 C4HSN 004923-79-9 5

3 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 4
4 5H-Tetrazol-5-amine 85 CH3N5 1000273-02-0 4
5 1H-Tetrazol-5-amine 85 CH3N5 004418-61-5 4

Abundance Scan 2361 (15.974 min): BF124777.D\data.ms (-2355) (- m/z 57.10 100.00%

57.1
43.0
1600
O B L A B B R m/z 43.05 54.80%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #699: Azetidine, 2-methyl-
28.0
Lrim ey
5000 56.0 - ‘6‘00‘ o
' 71.0 16.
m/z 71.10 45.86%
O\\\‘\\\\‘\\{‘“‘\\\\w‘\!‘\\’\\\‘\‘\\\\l}\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #700: Azetidine, 1-methyl-
28.0
——
42.0 16.00
5000 ITI/Z 55.00 44 .19%
6.0 71.0
0H‘WH_HH“HH““ S I | AR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #215: Acetonitrile, hydroxy-
28.0 16.00
m/z 85.10 42.61%
5000 56.0
40.0
ol M0 b A
m/z--> 10 20 30 60 70 80 90 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 13 unknownl6.486 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.486 3.60 ng 4147  Perylene-di12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 6-ethyloct-3-yl pro... 272 C15H2804 1000309-34-0 40
2 Oxalic acid, 6-ethyloct-3-yl hex... 314 C18H3404 1000309-34-4 9
3 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 9
4 Oxalic acid, 6-ethyloct-3-yl iso... 314 C18H3404 1000309-34-3 9
5 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 9
Abundance Scan 2448 (16.486 min): BF124777.D\data.ms (-2443) (-  m/z 71.10 100.00%
711
207.1
43.0
5000
—H—
16.50
o1t e m/z 57.00  95.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #163348: Oxalic acid, 6-ethyloct-3-yl propyl ester
43.0 85.0
5000
111.0 16.50
141.0 m/z 85.10 91.82%
0 ‘\M‘H“MH“ \h“\\‘}\‘\\‘\‘\"‘\\\\‘\\\\‘\\.\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #217191: Oxalic acid, 6-ethyloct-3-yl hexyl ester
43.0 85.0
——
16.50
5000 m/z 55.00 85.23%
‘ 111.0 141.0
0 _H‘ﬂ”‘JNHH‘NM‘JMNLW“H”‘H“H‘;§§QW“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #145530: Oxalic acid, 6-ethyloct-3-yl ethyl ester
57.0 16.50
85.0 m/z 69.10 79.55%
29.0
5000
111.0
b LT
0 MU”“M\W‘HH\NMMJMU1W\\HN\H\‘H\;ﬁagw\\H
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acq On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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 14 unknownl7.080 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.080 2.64 ng 3043  Perylene-di12 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile, hydroxy- 57 C2H3NO 000107-16-4 3
2 Ethyl isocyanide 55 C3H5N 000624-79-3 1
3 Methane, isocyanato- 57 C2H3NO 000624-83-9 1
4 Azetidine 57 C3H7N 000503-29-7 1
5 2-Propen-1-amine 57 C3H7N 000107-11-9 1
Abundance Scan 2549 (17.080 min): BF124777.D\data.ms (-2545) (.  m/z 57.10 100.00%
43.0 57.1
5000
17.00
O [ T T e e m/z 43.00 89.57%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #215: Acetonitrile, hydroxy-
28.0
5000 56.0 .
40.0 17.00
: m/z 55.80  60.04%
O H‘HH‘\]\-ﬁ“o\\\\‘\\\\“\! 1’1
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #177: Ethyl isocyanide
29.0
55.0
17.00
5000
40.0
150 | |
O Frrprrrr e A e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #211: Methane, isocyanato-
57.0
5000 28.0
0 15.0 | 380440
T A e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072621\
Data File : BF124777.D

Acqg On : 26 Jul 2021 22:05
Operator : JU/CG

Sample : M3151-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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|
Butane, 2-metho... 2.163 7.3 ng 10190 1 6.875 27893 20.0
unknown5.098 5.098 7.6 ng 10590 1 6.875 27893 20.0
unknown8.051 8.051 3.4 ng 5910 2 8.157 34882 20.0
unknown11.916 11.916 2.4 ng 3586 4 11.398 29516 20.0
unknown13.551 13.551 3.0 ng 3921 5 14.039 25847 20.0
unknown13.880 13.880 10.6 ng 13660 5 14.039 25847 20.0
Tetradecane 14.198 7.8 ng 10048 5 14.039 25847 20.0
Carbonic acid, ... 14.498 9.4 ng 12136 5 14.039 25847 20.0
unknown14.792 14.792 15.7 ng 18149 6 15.515 23054 20.0
unknownl14.810 14.810 8.4 ng 9742 6 15.515 23054 20.0
unknown15.151 15.151 9.3 ng 10774 6 15.515 23054 20.0
unknown15.974 15.974 7.8 ng 9003 6 15.515 23054 20.0
unknownl16.486 16.486 3.6 ng 4147 6 15.515 23054 20.0
unknownl7.080 17.080 2.6 ng 3043 6 15.515 23054 20.0
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