LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0@5414.D

Acqg On : 29 Apr 2021 17:49 Instrument :
Operator : CG/JU BNA_P

Sample : M2196-01 ClientSampleld :
Misc : ALL-D-4075-A

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_ P\Methods\8270E-BP042921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@5414.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.228 357 364 373 rBV 543056 749980 25.99% 5.059%
2 6.816 627 634 646 rBvV 479643 751305 26.04% 5.068%
3 7.622 763 771 778 rBV 99094 152282 5.28% 1.027%
4 8.787 961 969 980 rBV 297697 481975 16.70%  3.251%
5 10.410 1235 1245 1252 rBV 113116 196990 6.83% 1.329%
6 12.904 1661 1669 1678 rBV 853779 1201918 41.65% 8.108%
7 14.292 1900 1905 1923 rVB 260262 539893 18.71% 3.642%
8 14.734 1975 1980 1991 rVB2 42304 84678 2.93% 0.571%
9 15.128 2043 2047 2055 rVB 41095 66380 2.30% 0.448%
10 15.798 2152 2161 2168 rVB 997667 1397203 48.42% 9.425%

11 16.098 2209 2212 2219 rVB6 23037 36411 1.26%
12 16.463 2269 2274 2282 rVB3 79146 137827 4.78%
13 17.057 2369 2375 2380 rBV 301899 420525 14.57%
14 17.733 2486 2490 2495 rBV5 38179 52147 1.81%
15 17.969 2522 2530 2538 rBV 726798 1061755 36.80%
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B

16 18.239 2571 2576 2580 rBV2 140262 205726 7
17 18.286 2580 2584 2594 rVB 193619 304277 1e.
18 18.486 2615 2618 2626 rVB3 30212 46472 1.61%
19 18.704 2649 2655 2665 rVB2 50742 150178 5
20 18.822 2667 2675 2682 rBV2 80785 225081 7

PRONR
w
=
W
R

21 18.904 2683 2689 2700 rVV 217522 468454 16.24% 3
22 19.086 2713 2720 2728 rVB4 55968 113151 3.92% o
23 19.204 2735 2740 2757 rVB 340913 470704 16.31% 3.175%
24 19.439 2777 2780 2789 rVB 35134 59326 2.06% ©
9

25 19.639 2808 2814 2824 rBV 2497456 2885443 100.00% 19.464%
26 19.957 2865 2868 2873 rVB 106984 121239 4.20% 0.818%
27 20.263 2916 2920 2923 rBV3 58400 70458  2.44%  0.475%
28 20.310 2923 2928 2930 rBV5 42013 69627 2.41% 0.470%
29 20.422 2944 2947 2951 rVB5 34216 40669 1.41% 0.274%
30 20.874 3021 3024 3032 rVB2 202663 307009 10.64% 2.071%

31 20.945 3032 3036 3045 rBV2 253686 386588 13.40%

32 21.163 3068 3073 3077 rBV 515282 628333 21.78% 238%
33 21.551 3136 3139 3144 rVB2 52197 69974  2.43%
34 21.733 3168 3170 3172 rBV2 48431 54021 1.87% 364%

rOOAN
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~
N
B

35 23.415 3450 3456 3465 rVB 355391 673632 23.35%
36 24.710 3672 3676 3680 rBV6 63723 143021 4.96% ©.965%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0@5414.D

Acqg On : 29 Apr 2021 17:49
Operator : CG/JU

Sample : M2196-01

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_ P\Methods\8270E-BP042921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 14824652
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Apr 2021 17:49
: CG/JU
: M2196-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
BP005414.D

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

0
Time-->
Abundance
2500000

2000000

1500000

1000000

500000

TIC: BP005414.D\data.ms
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TIC: BP005414.D\data.ms
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8270E-BP042921.M Fri Apr 30 15:28:00 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 Dodecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.734 3.14 ng 84678  Acenaphthene-d10 14.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 83
2 n-Decanoic acid 172 C10H2002 000334-48-5 60
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Octadecanoic acid 284 C18H3602 000057-11-4 43
5 12-Bromododecanoic acid 278 C12H23Bro02 073367-80-3 38

Abundance Scan 1980 (14.734 min): BP005414.D\data.ms (-1975) (- m/z 73.10 100.00%
1

73.
5000
57.1
P e
” | ‘ 2413 14.50 15.00
oo Al d L [ L 3412 416247565370 0 oo 09 4.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #61122: Dodecanoic acid
73.0
5000 e —
14.50 15.00
r57-0 m/z 55.10  53.19%
O‘\\\\J“ | J“””A“’l\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39469: n-Decanoic acid
60.0
P e
14.50 15.00
5000 ITI/Z 43.10 51.53%
129.0
o”m 'c“"‘w“uJ,HMWHWHWH,HH_H“HH,HH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84452: Tetradecanoic acid —— —
73.0 14.50 15.00
m/z 41.10 49.64%
5000
185.0
T o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 4-((1E)-3-Hydroxy-1-propeny... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.463 6.55 ng 137827  Phenanthrene-die 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-((1E)-3-Hydroxy-1-propenyl)-2-... 188 C18H1203 1000297-95-5 81
2 2-Methylthianaphthene-1,1 dioxide 180 C9H802S 006224-55-1 53
3 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 49
4 Benzaldehyde, 2-hydroxy-, oxime 137 C7H7NO2 000094-67-7 47
5 Ethanone, 2-chloro-1-(3,4-dihydr... 186 C8H7C103 000099-40-1 35

Abundance Scan 2274 (16.463 min): BP005414.D\data.ms (-2269) (-~ m/z 137.05 100.00%
137.1

77.
5000

N

Lo
072 5810 356.2 1650

ol : .2 431.0492.2 m/z 180.10  80.92%

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

Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxypheno
137.0

-

5000 1
77 16.50
' m/z 91.05 78.24%
sl
O‘\‘\W“\H"\A\Il\"\\‘M\‘U\“T‘L’\“\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46231: 2-Methylthianaphthene-1,1 dioxide
137.0
—r
16.50
5000 m/z 124.05 67 .06%
63.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #45270: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl- —
137.0 16.50

m/z 77.00 51.90%

5000

65.0

”mh”wmlﬂl‘

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.733 2.48 ng 52147 Phenanthrene-d10 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 93
2 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 87
3 9-Ethyl-10-methylanthracene 220 C17H16 019713-49-6 42
4 Thiophene, 2-(4-nitrophenyl)- 205 C1OH7NO02S 059156-21-7 41
5 4,6-di-tert-Butyl-m-cresol 220 C15H240 000497-39-2 41

Abundance Scan 2490 (17.733 min): BP005414.D\data.ms (-2486) (- m/z 205.15 100.00%

205.2
57.1
5000
129.0
e Y
83.0 3551 17.50 18.00
0 m J'“}\"'%Hl“‘w“g&l m/z 217.20  73.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0 X
5000 el LS
17.50 18.00
m/z 57.10 53.41%
‘ 635.0
0 ""l\JJLH\LWu 276.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77432: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4
43.0 205.0
e .
17.50 18.00
5000 m/z 177.05 50.67%
121.0
0 “\“‘m‘m””‘““n‘mJ“*
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77697: 9-Ethyl-10-methylanthracene P —
205.0 17.50 18.00
m/z 175.05 47.81%
5000
101.0
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\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 Tetradecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.969 50.50 ng 1061760  Phenanthrene-d10 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 55
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 N-Acetylisoxazolidine 115 C5H9NO2 115615-36-6 25

Abundance Scan 2530 (17.969 min): BP005414.D\data.ms (-2522) (-  m/z 73.10 100.00%
3.1

5000
213.3
=
H 1L3.0 18.00
ok Ll Mh ““\ H\‘ %81‘1”?’55‘1‘“”‘4?3 35213 m/z 60.10  67.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid
73.0
5000 T
18.00
L 228.0 m/z 55.10  55.44%
143.0 \
O‘!IJHIHWMI“}T“‘JIT"
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107547: n-Hexadecanoic acid
43.0
—
18.00
5000 ITI/Z 41.10 54.69%
129.0 256.0
ol lhhp e [
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid T
73.0 18.00
m/z 43.05 51.62%
5000
171.0
o“HJ}HM\JIJ“ -~
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.239 9.78 ng 205726  Phenanthrene-die 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 89
2 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 46
3 .beta.-Asarone 208 C12H1603 005273-86-9 43
4 trans-2,5-Dimethoxycinnamic acid 208 C11H1204 038489-74-6 35
5 Imidazo[5,4-e][1,4]diazepine-4,7... 208 C9H12N402 144105-22-6 32

Abundance Scan 2576 (18.239 min): BP005414.D\data.ms (-2571) (- m/z 208.15 100.00%

208.2
5000 1371
77.1
= =
18.00 18.50
obk “JJ""J“ L '\‘ ““wm ldol 2811 3550 4311 5175 ./, 137,95  47.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 = e
18.00 18.50
65.0 137.0 ‘ m/Z 165.05 46.00%
O \J‘\””}\A}HI}L\“‘I\u\\“\d' lJJ””
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67563: 1,2-Dimethoxy-4-(3-methoxy-1-propenyl)benzen
208.0
S =
18.00 18.50
5000 ITI/Z 77.10 34.20%
77.0 145.0
P11 11 )
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67457: .beta.-Asarone T —
208.0 18.00 18.50
m/z 65.00 28.43%
5000
69.0
‘ 135,
o‘WWWM¢MWWWewJ,H‘w“u,u“w‘u"H“H‘w“u“ i Sk
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP042921.M Fri Apr 30 15:28:05 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 unknownl8.286 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.286 14.47 ng 304277  Phenanthrene-d10 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404 1000121-30-2 49
2 Benzenepropanoic acid, 2,5-dimet... 210 C11H1404 010538-49-5 38
3 6-Methoxy-4-piperidin-1-yl-1H-[1... 210 C9H14N402 1000300-24-3 30
4 Phenol, 2,6-dimethyl-4-nitro- 167 C8HONO3 002423-71-4 30
5 Phenol, 2-(2-imidazo[1,2-a]pyrid... 210 C13H1@N20 057636-32-5 30

Abundance Scan 2584 (18.286 min): BP005414.D\data.ms (-2580) (- m/z 210.20 100.00%

210.2
50001 771 1541
e =
nivmi 3411 16715 87
ob ALY, | 28213411 403.4464.08206 1/, 167,15  g7.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69020: 4-Ethoxy-2,5-dimethoxybenzaldehyde
210.0
5000 . SSE.
136.0 18.00 18.50
69.0 m/z 154.10  41.92%
O‘| \\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69028: Benzenepropanoic acid, 2,5-dimethoxy-
210.0
e =
151.0 18.00 18.50
5000 m/z 77.10  40.00%
77.0
ol ‘MMJ‘"“MHA N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69903: 6-Methoxy-4-piperidin-1-yl-1H-[1,3,5]triazin-2-on Fe —
210.0 18.00 18.50
84.0 m/z 149.00 33.81%
- M
m/z--> 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\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 4,4'-(Hexafluoroisopropylid... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.486 2.21 ng 46472  Phenanthrene-d10 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-(Hexafluoroisopropylidene)d... 336 C15H10F602 001478-61-1 70
2 5H-Naphtho[2,3-c]carbazole 267 C20H13N 000198-96-9 30
3 Benzo(a)pyren-6-amine 267 C20H13N 007428-83-3 27
4 Naphthalene, 1-chloro-2,6-dimeth... 267 C12H10C1NO4 025314-98-1 27
5 13H-Dibenzo[a,i]carbazole 267 C20H13N 000239-64-5 27

Abundance Scan 2618 (18.486 min): BP005414.D\data.ms (-2615) (-  m/z 267.10 100.00%

26Y7.1
5000 199.1 336.1
e
69.1 410 H 18.50
Ot bk . Wby 4o | 40094612 5403 ) 336 1c 35819
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #173599: 4,4'-(Hexafluoroisopropylidene)dipheno
267.0
336.0 B
5000 T
18.50
99.0 197.0 m/z 199.10 38.31%
39\(\)u|m’1 Ly ‘\H s -
O \\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116633: 5H-Naphtho[2,3-c]carbazole
267.0
e
18.50
5000 m/z 197.05 24.63%
63.0 134.0 2000 |
iR T AR ARRRS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116625: Benzo(a)pyren-6-amine T
267.0 18.50
m/z 201.10 20.40%
) mmjkmw
LN O B o) My
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 Benzamide, N-acetyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.764 7.1 1ng 150178 Phenanthrene-d16 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-acetyl- 163 CoHoNO2 001575-95-7 64
2 N-(2-Cyano-1-methylvinyl)benzamide 186 C11H10N20 027036-88-0 50

3 Benzamide, N-[2-(1,1,2,3,3,3-hex... 363 C16H11F6NO2 1000258-54-5 47
4 Benzamide, N-benzoyl-N-(2-triflu... 369 C21H14F3NO2 1000262-58-9 47
5 Pyrimidine-4-carboxylic acid, 2-... 379 C20H17N303S 1000266-50-6 47

Abundance Scan 2655 (18.704 min): BP005414.D\data.ms (-2649) (- m/z 105.10 100.00%

105.1
5000 163.1
—T —T
i a1 ‘ 18.50 19.00
Ot b 2450 411 42944908549  n 7 77.10  46.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl-
105.0
5000 /\k = —T
163.0 18.50 19.00
43.0 m/z 163.10  37.85%
O‘\\\\"l\\“\\‘\\‘\\“\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50029: N-(2-Cyano-1-methylvinyl)benzamide
105.0
= T
18.50 19.00
5000 ITI/Z 51.10 8.18%
186.0
0 28.0 | |
T T P T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #192367: Benzamide, N-[2-(1,1,2,3,3,3-hexafluoropropox e —
105.0 18.50 19.00
m/z 106.05 6.44%
5000
196.0 3630
0 39.0 1 | | 258.0
e e e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 Benzenepropanamide, .alpha.... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.822 10.70 ng 225081  Phenanthrene-die 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 56
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 43
3 Hippuric acid N,O0-d-methyl deriv... 207 C11H13NO3 071533-21-6 37
4 2,3,4,5-Tetrafluorobenzyl alcoho... 236 C11H12F40 1000375-29-5 30
5 Decyl methyl phthalate 320 C19H2804 256481-38-6 22

Abundance Scan 2675 (18.822 min): BP005414.D\data.ms (-2667) (- m/z 105.10 100.00%

105.1
163.1
5000
— —
211 18.50 19.00
Obrrrtftbr bk 2451 3408 4301 5318 n/; 163.10  52.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #130870: Benzenepropanamide, .alpha.-(benzoylamino)-
105.0
163.0
5000 — =
18.50 19.00
m/z 77.10 45.73%
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0
— —
18.50 19.00
5000 ITI/Z 51.05 7.41%
O S M S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66702: Hippuric acid N,O-d-methyl derivative P ——
105.0 18.50 19.00
m/z 164.10 6.32%
5000
206.0
o“H‘;Hw‘p“J_"WM‘H“H“‘H“H“_“‘_“w“u“ ) A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 2-(2-(2-Methoxyethoxy)ethox... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.904  22.28 ng 468454  Phenanthrene-d10 17.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 50
2 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 50
3 Benzoic acid, (4-nitrophenyl)-me... 269 C14H11N303 028123-77-5 47
4 Phenacyl thiocyanate 177 CSH7NOS 005399-30-4 47
5 Benzoyl bromide 184 C7H5Bro 000618-32-6 47

Abundance Scan 2689 (18.904 min): BP005414.D\data.ms (-2683) (- m/z 105.10 100.00%
105.1

5000

-

RS
19.00

oAt L, 2671 2651 3561 4294 5351 n/z 77.10  62.26%

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

Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0

-

5000 T

19.00

45 m/z 149.05 58.14%

nJJuW| 179.0

AN N R RN RN R RN AR

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

Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0

o

—

—
19.00

5000 77.0 m/z 51.10 9.15%

o

Lol
e

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

Abundance #118030: Benzoic acid, (4-nitrophenyl)-methylenehydrozi —
105.0 19.00

m/z 106.05 7.29%

N

5000

-

39.
0 \\u\ L \‘ 1650 2690
BB B L L L L L L —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.204 14.98 ng 470704 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Tridecanoic acid 214 C13H2602 000638-53-9 53
Abundance Scan 2740 (19.204 min): BP005414.D\data.ms (-2735) (- m/z 73.05 100.00%
73.0
5000
241.3
— —
’ h 1712 ‘ 19.00 19.50
0L NH‘W bbbl 3411 42924901549, u 6p. 05 70.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid
73.0
5000 284.0 e =
185.0 19.00 19.50
’ m/z 55.10 61.82%
Of' \’\‘M‘\MT‘\\\\\\\\‘\‘\\\“\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95854: Pentadecanoic acid
43.0
—— —
19.00 19.50
5000 m/z 41.10 55.03%
1200 2420
ALl T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid — T
73.0 19.00 19.50
m/z 43.10 54.51%
5000
L 228.0
143.0 \
0 I Hiwlum s iy
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\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 13 Phenol, 3-pentadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.957 3.86 ng 121239 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-pentadecyl- 304 C21H360 000501-24-6 86
2 Acetic acid, 4-methylphenyl ester 150 C9H1002 000140-39-6 59
3 p-Cresyl isovalerate 192 C12H1602 055066-56-3 47
4 Valeric acid, 3-methylphenyl ester 192 C12H1602 1000307-98-3 47
5 Carbamic acid, methyl-, 3-methyl... 165 C9H11NO2 001129-41-5 45
Abundance Scan 2868 (19.957 min): BP005414.D\data.ms (-2865) (- m/z 108.10 100.00%
108.1
5000 _JL
.
Mty 207l 2775'4 355.1 429.4 503.3 2000
O M e P e e e e e m/z 107.10 35.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #148303: Phenol, 3-pentadecyl-
108.0
5000 ]
20.00
43.0 m/z 276.40  13.58%
O‘\\\l‘\l"‘h\‘\hwﬁ!Ar\h[\]\-\g\z’.\ou\’\\\324\.\0\\‘\\\\‘\\\\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24495: Acetic acid, 4-methylphenyl ester
108.0
e
20.00
5000 m/z 77.10 10.69%
43.0
o‘muManw‘H‘H‘W‘H‘W‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54380: p-Cresyl isovalerate —
108.0 20.00
m/z 121.10 9.13%
5000
41.(? 192.0
O‘\\WW\MM‘u\\‘H\\W\\w\\\w\\u‘\u\‘u\\‘u\\w\\w\ NAWA . T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 14 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.263 2.24 ng 70458 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,83,9... 286 C20H300 000511-15-9 90
2 5-Amino-3-isopropyl-7-trifluorom... 271 C12H12F3N30 1000318-49-1 27
3 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17NO3 025924-78-1 27
4 Crinan-1-o0l, 2,3-didehydro-,(1.a... 271 C16H17NO3 1000111-31-3 22
5 (+)-4-Methoxy-6-ketomorphinan 271 C17H21NO2 1000129-08-5 18

Abundance Scan 2920 (20.263 min): BP005414.D\data.ms (-2916) (-~ m/z 175.15 100.00%

175.2 271.3
5000
69.1
ot =
341.0 20.00 20.50
401.1
0! ‘J‘M‘w‘ Uk A7 47518325 /) 971,05 91.03%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-
271.0
175.0
5000 gl ool
20.00 20.50
69.0 m/z 201.15  71.02%
O \‘\H\‘\“ Il\w‘\““f‘m“ll\”lldiJLl \L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119765: 5-Amino-3-isopropyl-7-trifluoromethyl-1H-quino
271.0
e ey
20.00 20.50
5000 m/z 189.15  42.96%
201.
410 1280 |
0 b tiprrrrpter e A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #120153: Pyrrolidine, 1-[5-(1,3-benzodioxol-5-yl)-1-0x0-2 P —
201.0 271.0 20.00 20.50
m/z 69.10 29.32%
115.0
%0, 1
o‘Mﬂ,ﬂﬂhJMwM,«“Mw_"_‘H_Mw_m‘w_ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 15 unknown20.310 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.310 2.22 ng 69627 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 HARMALOL 200 C12H12N20 1000357-12-4 25
2 1-Naphthalenecarboxylic acid, 2-... 202 C12H1003 000947-62-6 18
3 7-Methylthio-1,3,4-thiadiazolo(3... 200 C5H4N40S2 058326-43-5 15
4 4-Hydroxyamino-6-phenylpyrimidin... 202 C10H10N40 1000111-25-2 15
5 4-Chloro-3-ethyl-1,3-benzothiazo... 213 C9H8CINOS 1000331-84-8 15

Abundance Scan 2928 (20.310 min): BP005414.D\data.ms (-2923) (- m/z 202.10 100.00%

202.1
5000
20‘00‘ ‘20‘50‘
3Ll 4152 5o, : ' .
0 m/z 199.15 72.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #61077: HARMALOL
199.0
5000 - el
20.00 20.50
m/z 213.10 67.63%
100.0
O4\2\'.‘18“\"\\‘1\1“h'\'h\h\\f'h"Ji4"\‘\‘ T T T T T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #62564: 1-Naphthalenecarboxylic acid, 2-methoxy-
202.0
— T
20.00 20.50
5000 ITI/Z 185.10 58.82%
49.0 114.0
0 “H"m““m*‘L',,,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #61464: 7-Methylthio-1,3,4-thiadiazolo(3,2-a)(1,3,5)triazir — —
185.0 20.00 20.50
m/z 284.15 54.22%
1 WWMJ\MWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 16 1-Nonadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.874 9.77 ng 307009 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 90
3 Cyclotetradecane 196 C14H28 000295-17-0 86
4 1-Hexacosanol 382 C26H540 000506-52-5 81
5 1-Docosene 308 C22H44 001599-67-3 70

Abundance Scan 3024 (20.874 min): BP005414.D\data.ms (-3021) (- m/z 69.10 100.00%

69.1
5000
— ——
2091  300.3 20.50 21.00
o_u_ml‘muwmu,m‘,HH‘HH_““F’%?H““???H?“‘?‘ m/z 83.10 90.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene
97.0
5000 e =
20.50 21.00
20.0 m/z 57.10 79.76%
0 J‘“ ‘H].GSO 266.0
‘\\\ ‘\1\\ f\\1[\1f\’\\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191698: Bromoacetic acid, hexadecyl ester
43.0
— ——
20.50 21.00
5000 m/z 97.10 79.36%
96.0
o\imnnlm,eg-O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58277: Cyclotetradecane o T
55.0 20.50 21.00
m/z 55.10 72.83%
5000
H‘ 5.0 196.0
o‘H‘H‘HH‘HH_m\,‘m,u‘wH_Wwwww - ——
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\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 17 Benzoic acid, 2-(3-nitrophe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.945 12.31 ng 386588 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 59
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 50
3 Benzenecarbothioic acid 138 C7H60S 000098-91-9 38
4 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 38
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 38

Abundance Scan 3036 (20.945 min): BP005414.D\data.ms (-3032) (- m/z 105.10 100.00%

105.1
5000
‘zfoo‘
43,1 207.1 304.4
Ot b L EEn PEOT 4191 4835548, n/z 77 65.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0
5000 77.0
21 00
m/z 149.0 59.75%
O‘\\\\‘I\\W‘!“\W‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
21 OO
5000 ITI/Z 108.10 26.69%
ol 450, | 179.0
L e R RN RARNERAT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17267: Benzenecarbothioic acid P
105.0 21.00
m/z 107.05 9.96%
5000
s -
‘\\\‘\‘\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T ‘ T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 18 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.551 2.23 ng 69974 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Eicosane 282 C20H42 000112-95-8 83
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tetratetracontane 619 C44H90 007098-22-8 80

Abundance Scan 3139 (21.551 min): BP005414.D\data.ms (-3136) (- m/z 71.10 100.00%

71.1
5000
} 141.1 211.3 él‘Sd |
282.1 .
ol‘uﬂman,' i b ALT:3476.3 5466 1/ 57 10 g5.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424: Heneicosane
57.0
5000 — |
21.50
m/z 85.10 68.46%
‘\\\\‘\\\\‘\\\\’\\\\’\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57.0
L \
21.50
5000 ITI/Z 43.10 47 .55%

i

127.0 197.0 282.0

=

0‘H‘w‘H‘_‘Hyu‘w‘H‘_‘H‘H‘w‘u‘_‘u‘u‘wu‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo-
57.0 21.50
m/z 69.10 40.12%
- W
’ 183.0
A 00§ N S . -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5414.D

Acqg On : 29 Apr 2021 17:49

Operator : CG/JU

Sample : M2196-01

Misc . ALL-D-4075-A

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 19 unknown24.709 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24.709 4.5 ng 143021 Perylene-di2 23.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, dodecyl propyl ester 368 C17H3204 1000309-26-5 38

2 Silane, dimethyl(2,2,2-trichloro... 348 C13H27C1302Si 1000347-56-7 38
3 2-Methyl-pentanoic acid [4-(2-me... 368 C18H28N204S 1000296-31-0 35

4 Tetratriacontane, 1-bromo- 556 C34H69Br 062108-50-3 35
5 4,8,12-trimethyltridecanoic acid... 438 C20H33F702 1000376-66-8 27
Abundance Scan 3676 (24.710 min): BP005414.D\data.ms (-3672) (- m/z 57.10 100.00%
57.1
5000 207.1
275.3
21.1 386.4 —— o
24.50 25.00
475 1
b ‘ J n""} b oA msz 43,10 85.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #144569: Oxalic acid, dodecyl propyl ester
43.0
5000 — e
24.50 25.00
213.0 m/z 71.10 76.28%
o
O\”\“‘\\\‘\Jl\‘\“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #182150: Silane, dimethyl(2,2,2-trichloroethoxy)nonyloxy:-
69.0
—r —
24.50 25.00
5000 205.0 m/z 69.10  57.09%
43.0
0,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #195197: 2-Methyl-pentanoic acid [4-(2-methyl-pentanoyl P ——
71.0 24.50 25.00
m/z 207.10 48.87%
P P Mgy O
207.0
5000
0 \ || /1400 | 2700 368.0
bbb T —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0@5414.D

Acqg On : 29 Apr 2021 17:49
Operator : CG/JU

Sample : M2196-01

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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|
Dodecanoic acid 14.734 3.1 ng 84678 3 14.292 539893 20.0
4-((1E)-3-Hydro... 16.463 6.5 ng 137827 4 17.057 420525 20.0
7,9-Di-tert-but... 17.733 2.5 ng 52147 4 17.057 420525 20.0
Tetradecanoic acid 17.969 50.5 ng 1061760 4 17.057 420525 20.0
3,5-Dimethoxy-4... 18.239 9.8 ng 205726 4 17.057 420525 20.0
unknown18.286 18.286 14.5 ng 304277 4 17.057 420525 20.0
4,4'-(Hexafluor... 18.486 2.2 ng 46472 4 17.057 420525 20.0
Benzamide, N-ac... 18.704 7.1 ng 150178 4 17.057 420525 20.0
Benzenepropanam... 18.822 10.7 ng 225081 4 17.057 420525 20.0
2-(2-(2-Methoxy... 18.904 22.3 ng 468454 4 17.057 420525 20.0
Octadecanoic acid 19.204 15.0 ng 470704 5 21.163 628333 20.0
Phenol, 3-penta... 19.957 3.9 ng 121239 5 21.163 628333 20.0
2-Phenanthrenol... 20.263 2.2 ng 70458 5 21.163 628333 20.0
unknown20.310 20.310 2.2 ng 69627 5 21.163 628333 20.0
1-Nonadecene 20.874 9.8 ng 307009 5 21.163 628333 20.0
Benzoic acid, 2... 20.945 12.3 ng 386588 5 21.163 628333 20.0
Heneicosane 21.551 2.2 ng 69974 5 21.163 628333 20.0
unknown24.709 24.709 4.3 ng 143021 6 23.416 673632 20.0
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