LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM@52323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39982.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.722 61 74 78 rBV 338083 871646 7.29% 0.862%
2 4.216 120 158 160 rBV 1408347 8698097 72.73% 8.603%
3 4.869 257 269 274 rBV 319559 679105 5.68% 0.672%
4 5.004 283 292 296 rBV 189050 334192 2.79% 0.331%
5 5.098 302 308 313 rBV 261569 358832 3.00% 0.355%

6 5.563 375 387 398 rBV 4822529 6751052 56.45%
7 7.169 652 660 674 rBV 4323503 6651924 55.62%
8 8.016 797 804 812 rBV 1299566 1981401 16.57%
9 9.180 994 1002 1010 rBV 2438486 3915033 32.74%
10 10.045 1138 1149 1156 rBV 133695 260506  2.18%

OwWERroOOoO
Xe]
Q
(]
R

11 10.833 1276 1283 1289 rBV 1577335 2597573 21.72%
12 11.351 1361 1371 1384 rBV 176582 334445 2.80%
13 12.610 1579 1585 1593 rBV2 214832 415110 3.47%
14 13.280 1692 1699 1706 rBV 6090736 8483609 70.94%
15 13.980 1813 1818 1824 rBV 267967 384480 3.21%

OO OoN
»
=
=
R

16 14.651 1927 1932 1941 rVB 2050718 2956831 24.72%
17 15.462 2061 2070 2077 rBV3 55122 130720 1.09%
18 16.004 2152 2162 2171 rBV 972174 1420818 11.88%
19 16.133 2178 2184 2191 rBV 4817505 6636941 55.50%
20 16.568 2254 2258 2263 rBV 169063 224589 1.88%

OO RrRON
I
[
U1
S

21 17.392 2393 2398 2404 rBV 2236333 3203898 26.79%
22 17.798 2461 2467 2474 rVB 83865 141181 1.18%
23 18.292 2545 2551 2559 rBV 2103931 3027038 25.31%
24 18.362 2560 2563 2571 rVB 229071 353021  2.95%
25 18.809 2635 2639 2647 rBV 114181 161485 1.35%

OO NO W
0
O
S
3R

26 19.444 2743 2747 2761 rVB2 306025 566561 4.74% ©
27 19.562 2762 2767 2784 rBV 1505080 2322424 19.42% 2
28 19.780 2800 2804 2806 rBV 148393 218084 1.82% 0.216%
29 19.809 2806 2809 2819 rVB 296155 476372 3.98% ©
30 20.009 2838 2843 2849 rBV 10026699 11959249 100.00% 11.828%

31 20.615 2935 2946 2958 rVB3 1274151 5241665 43.83% 5.184%
32 20.815 2970 2980 2989 rBV3 929311 3552273 29.70% 3.513%
33 21.115 3028 3031 3035 rVB 489281 533851 4.46% ©.528%
34 21.274 3055 3058 3065 rVB2 914106 1125785 9.41%  1.113%
35 21.486 3090 3094 3098 rVB 434859 512335 4.28% ©.507%

36 21.574 3102 3109 3113 rVV 3094552 4761133 39.81% 4.709%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM@52323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.609 3113 3115 3121 rVB 513690 592381 4.95% 0.586%
38 21.691 3126 3129 3133 rVV 291572 394033 3.29% 0.390%
39 21.733 3133 3136 3145 rVB 259439 380818 3.18% 0.377%
40 22.203 3213 3216 3222 rBV3 241738 373099 3.12% 0.369%
41 22.427 3251 3254 3260 rBV 207923 262916 2.20% 0.260%
42 22.715 3300 3303 3313 rVB2 189683 276370  2.31% 0.273%
43 23.280 3394 3399 3403 rBV2 590862 1030483 8.62% 1.019%
44 24.021 3519 3525 3537 rVB 1943089 3922863 32.80% 3.880%
45 24.674 3631 3636 3647 rVB2 601838 1629800 13.63% 1.612%

Sum of corrected areas: 101106022
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
BM@39982.D

: 24 May 2023 13:56

: CG/IU

: 02868-21

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

8000000

6000000

4000000

Abundance TIC: BM039982.D\data.ms
1e+07

5.563
7.169

9.180

2000000 4216 10.833

8.016

3.722 4%&8 10.045 11.351
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o
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Abundance TIC: BM039982.D\data.ms
1e+07 20.p09

13.280

16.133

14.651 17.392 18.292 20.6°

19.562

19.4
12.610 13.980 15.462 17.798 18362 18.809

O 5 e B B B L e e SN A s e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Time-->

8000000

6000000

2000000D.815

Abundance TIC: BM039982.D\data.ms
1e+07

4000000 21.574

24.021

24.674

23.280
22.208422.715 M
SN | Sy SN/

0 \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

21.27
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Propanoic acid, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.722 8.80 ng 871646 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 90
2 Ethyl Acetate 88 C4H802 000141-78-6 50
3 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 45

4 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 37
5 Methyl glyoxal 72 C3H402 000078-98-8 33

Abundance  Scan 74 (3.722 min): BM039982.D\data.ms (-61) (-) m/z 43.00 100.00%

3.0

-

5000 73.0
AR
3.40 3.60 3.80 4.00
Ol byl L 139 1490 1929 m/z 41.e8  52.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2319: Propanoic acid, 2-methyl-
43.0
5000 B L B R B
73.0 3.40 3.60 3.80 4.00
m/z 73.00 43.11%
0 15.0 Lo
a \\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2270: Ethyl Acetate

43.0 A

3.40 3.60 3.80 4.00

5000 ITI/Z 39.00 18.63%
15.0 ‘ 70.0
0‘““‘\“““\M“"\“““\‘1“\““\““\““\““\““\““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2278: CH3C(O)CH2CH20H R
43.0 3.40 3.60 3.80 4.00

m/z 45.00 17.25%

5000

15.0

OH_\“_‘\;\\HW\‘\ n ‘.\ | \

m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00

_
T~
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56

Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M

Quant Title : ASP BNA STANDARDS FOR

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

sk 3k 5K 5k 3 3k 5k 3 3k 5k 3 5K 5K 3 3k 5k 3 3k 5K 3k 5k 5k 3k 3k >k 3 3k >k %k >k ok kK >k Kk
Peak Number 2 Butanoic acid

5 POINT CALIBRATION

sk 3k 3k 5k ok 3 5k ok 3 5K %k 3 5K ok 3 5K ok 3 5k K 3 5k ok 3k 5k ok 5k >k Kk Kk kK%
Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.216 87.80 ng 8698100 1,4-Dichlorobenzene-d4 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Pentanoic acid 102 C5H1002 000109-52-4 39
3 Formamidoxime 60 CH4AN20 000624-82-8 9
4 Hexanoic acid 116 C6H1202 000142-62-1 9
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 9

Abundance Scan 158 (4.216 min): BM039982.D\data.ms (-120) (-) m/z 60.00 100.00%
60.0
5000 ////1\
39 P e e
‘Hﬁ’ 670 1001 1330 1560  1opg | 30400420 440460
Ol et bl 7 1091 1330 158.9 1929 nyz 73.00  34.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2273: Butanoic acid
60.0
5000 L‘\\\\‘\\\\‘\\\\‘\\\\‘\\
27.0 3.80 4.00 4.20 4.40 4.60
m/z 42.00 22.47%
L s
O\\\‘\‘\‘\\\‘i\\\\‘\\‘\\‘\i\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4773: Pentanoic acid
60.0
P T e e
3.80 4.00 4.20 4.40 4.60
5000 m/z 41.00 21.06%
27.0
NI Y2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #351: Formamidoxime R A RAARRRARERE
33.0, 60.0 3.80 4.00 4.20 4.40 4.60
m/z 45.00 19.12%
5000
12.0
0“M“ L I o o e AR EREEE T T R T
m/z--> 20 40 60 80 100 120 140 160 180 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56

Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Butanoic acid, 3-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
4.869 6.85 ng 679105 1,4-Dichlorobenzene-d4 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 90
2 Formic acid hydrazide 60 CH4N20 000624-84-0 9
3 Heptanoic acid 130 C7H1402 000111-14-8 9
4 1-Hexanamine 101 C6H15N 000111-26-2 9
5 Pentanoic acid 102 C5H1002 000109-52-4 9
Abundance Scan 269 (4.869 min): BM039982.D\data.ms (-257) (-) m/z 60.00 100.00%
60.0
5000 /X\A
87.0 EEEEREEE s e
384 ‘ 4.60 4.80 5.00 5.20
Ol g 1129 1410 1779 2091 y/; 43.00  37.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 L B L B L LA B
4.60 4.80 5.00 5.20
87.0 m/z 41.05 33.06%
27.0“‘
O\\\‘\‘\‘\\i\\\‘w‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #352: Formic acid hydrazide
60.0
R A
4.60 4.80 5.00 5.20
5000 m/z 45.00 22.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15395: Heptanoic acid R RAREREEEE e s e
60.0 4.60 4.80 5.00 5.20
m/z 87.00 20.27%
5000
29.0 87.0
bbbl il 113.0 N
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On 24 May 2023 13:56

Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Butanoic acid, 2-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
504  3.37ng 334192 1,4-Dichlorobenzene-d4  8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 CsHieo2 000116-53-0 83

2 2,4-Dimethylpentanoic acid 130 C7H1402 005868-33-7 72
3 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 56
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 50
5 Octanoic acid, 2-methyl- 158 CSH1802 003004-93-1 40
Abundance Scan 292 (5.004 min): BM039982.D\data.ms (-283) (-) m/z 74.00 100.00%
74.0
5000 41.0 /\\
T
‘ ‘ ‘ ‘ ‘ 4.60 4.80 5.00 5.20 5.40
bl L 195:0 1139 1350 1679 ;5719 51.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4829: Butanoic acid, 2-methyl-
74.0
29.0
5000 | L AL B
4.60 4.80 5.00 5.20 5.40
m/z 41.00 43.52%
‘ 56.0 ‘
0 \\\‘\‘\“\\“M\‘\\“!hi\\‘\‘\’\\\J\-O‘Z\.\O\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15450: 2,4-Dimethylpentanoic acid
74.0
R R AN ma SR
430 4.60 4.80 5.00 5.20 5.40
5000 ’ m/z 86.95 26.47%
oiso | |l L jsmomso
m/z--> 20 40 60 80 100 120 140 160
Abundance #15431: Hexanoic acid, 2-methyl- P T
74.0 4.60 4.80 5.00 5.20 5.40
m/z 73.00 17.75%
5000
43.0
0 i M il , ‘ 1010 1800 0 o) W)
m/z--> 20 40 60 80 100 120 140 160 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.098 3.62 ng 358832 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 DL-Lactamide, N,N-dimethyl-, met... 131 C6H13NO2 1000452-57-0 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 308 (5.098 min): BM039982.D\data.ms (-302) (-) m/z 43.00 100.00%

3.0
- JL
101.0 e
| ‘ 4.80 5.00 5.20 5.40
O 892 1820 1651 1938 /7 58.95  55.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.80 5.00 5.20 5.40
m/z 101.00 23.27%
15.0 101.0
0\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #15972: DL-Lactamide, N,N-dimethyl-, methyl ether
59.0
A AREamEaEEE
4.80 5.00 5.20 5.40
5000 101.0 m/z 58.00 14.96%
31.0
0Ll b e 239:0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime RS AREENERSENS
43.0 4.80 5.00 5.20 5.40
m/z 41.00 7.84%
5000
101.0
15.0
0 \‘ il 1l ‘ 69'0 I
e e e Do
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzeneacetic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.351 2.58 ng 334445  Naphthalene-d8 10.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 72
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 59
4 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 53
5 3-0xo-4-phenylbutyronitrile 159 C10HSNO 019212-27-2 50
Abundance Scan 1371 (11.351 min): BM039982.D\data.ms (-1361) (- | m/z 91.00 100.00%
91.0
5000
136.0
— =
39.0 65"0 | 1m0 11.00 11.50
L m/z 136.80  31.73%
m/z--> 20 40 60 80 100 120 140
Abundance #18696: Benzeneacetic acid
91.0
5000 - A —
136.0 11.00 11.50
65.0 m/z 92.00 17.55%
O\\\‘\\\3\9‘(\)\‘\\“‘\‘\\\‘\\‘!\’\\]\-]\-8‘.(\)\\\“\\\\
miz-> 20 40 80 100 120 140
Abundance #18706.Benzok:add,34neﬂwh
91.0
136.0 —- —
11.00 11.50
5000 119.0 m/z 64.95 14.83%
39 0 65.0
o0 ol
miz--> 20 40 60 80 100 120 140
Abundance #18705: Benzoic acid, 4-methyl- ) T
91.0 11.00 11.50
136.0 m/z 39.00 7.03%
119.0 '
5000
65.0
39.0 ‘
o‘H‘m“‘H‘m““m_‘!‘,mu;”ww” — e
m/z--> 20 100 120 140 11.00 11.50

8270-BM052323.M Thu May 25 11:32:40 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56

Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method

Quant Titl

TIC Librar

TIC Integration Parameters:

e

y

: C:\Database\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Concentration Rank 14

Peak Number 7 Hydrocinnamic acid

R.T. EstConc Area Relative to ISTD R.T.
12.610  3.20ng 415110  Naphthalene-d8 10.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Wydrocinmamic acid 150 coWleo2 000501-52-0 96

1000129-40-0 86
075112-79-7 86
022767-95-9 72
037826-57-6 72

2 4-Nitrosophenyl-.beta.-phenylpro... 255 C15H13NO3
3 Benzenepropanoic acid, silver(1+... 256 C9H9Ag02
4 Benzenepropanoic acid 1-methylet... 192 C12H1602
5 Benzenepropanoic acid, octyl ester 262 C17H2602

Abundance Scan 1585 (12.610 min): BM039982.D\data.ms (-1579) (- | m/z 91.00 100.00%
91.0
5000
149.9
— —
51.0 ‘ ‘ 12.50 13.00
oL difd h”“‘u“““???;“““ | m/z 104.00  50.73%
miz--> 5 100 150 200 250 300 350
Abundance #28265: Hydrocinnamic acid
91.0
5000 — —
150.0 12.50 13.00
m/z 149.95 33.09%
51.0
O\\‘\“‘ \“\H‘\ ‘“\\\‘\“\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 100 150 200 250 300 350
Abundance #141883. 4-Nitrosophenyl-.beta.-phenylpropionate
91.0
ety —
12.50 13.00
5000 ITI/Z 77 .00 17 .04%
150.0
51.0
om\ e sso
m/z--> 100 150 200 250 300 350
Abundance #143923.Benzenepropanok:add,sHved1+)sah e —
91.0 12.50 13.00
m/z 104.95 16.51%
5000
150.0
51.0
0 H\\‘ \‘ H‘ \‘\ y 219.0257.0 365.(
e e R R e =
m/z--> 100 150 200 250 300 350 12.50 13.00

8270-BM052323.M Thu May 25 11:32:41 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56

Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Bicyclo[5.2.0]nonane, 2-met... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.980 2.60 ng 384480  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[5.2.0]nonane, 2-methylen... 204 C15H24 242794-76-9 91
2 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 013877-93-5 91
3 Caryophyllene 204 C15H24 000087-44-5 91
4 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 86
5 1S,2S,5R-1,4,4-Trimethyltricyclo... 204 C15H24 1000140-07-5 64

Abundance Scan 1818 (13.980 min): BM039982.D\data.ms (-1813) (-

41.0 93.0 133.1
69.0

m/z 93.00 100.00%

5000
161.1
189.1

%

14.00

el m/z 41.00
miz—> 20 40 60 80 100 120 140 160 180 200

Abundance #80294: Bicyclo[5.2.0Jnonane, 2-methylene-4,8,8-trimeth

91.21%

o

93.0
133.0
69.0
soo0] 410 —
161.0 14.00
m/z 133.05 90.30%
O' \\\Hl‘\H‘\\"\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80289: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-1
69.0 93.0
41.0 =T
1330 14.00
5000 m/z 90.95 88.86%
161.0
189.0

m/z--> 20 40 60 80 100 120 140 160 180 200

o

%

Abundance #80125: Caryophyllene
41.0 14.00
69.0 930 m/z 79.00  84.65%
133.0
5000
LT
ol mqw‘ﬂ“‘u,‘u“‘u“lw‘ s
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

8270-BM0@523

23.M Thu May 25 11:32:42 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.003 9.61 ng 1420820  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
Abundance Scan 2162 (16.004 min): BM039982.D\data.ms (-2152) ({ m/z 105.00 100.00%
105.0
5000 182.0
51.0 e |
16.00
ol Lo 12649 3349 4031 n/z 77.00  62.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #56922: Benzophenone
105.0
5000 —
182.0 16.00
51.0 m/z 182.00  50.54%
O\\‘\\}‘\\“h\\‘\\\\“\\\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
105.0
T T
16.00
5000 182.0 m/z 51.00 21.27%
51.0
) e —
m/z--> 50 100 150 200 250 300 350 400
Abundance #30107: Benzenecarbothioic acid, S-methyl ester e ‘
105.0 16.00
m/z 181.00 8.38%
5000
51.0
152.0
okt b o e s
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BM052323.M Thu May 25 11:32:43 2023 Page: 12



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

BM@39982.D
: 24 May 2023 13:56
: CG/JU
: 02868-21
: 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.292 18.90 ng 3027040  Phenanthrene-d10 17.392
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 2551 (18.292 min): BM039982.D\data.ms (-2545) (+ | m/z 73.00 100.00%
43.0
5000 129.0
213.2 S ——
H‘ ‘ 1711 ‘ 256.1 18.00 18.50
0! JWMMWM‘N J‘M i‘k‘\“‘u‘ ‘M‘ m/z 60.00 79.78%
miz--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 —— —
213.0 18.00 18.50
‘ 171.0 m/Z 43.05 75.36%
0b— \“ w ‘H‘H‘ u}‘ﬂ“ ] “\L | ‘\‘ “‘ : ‘\‘h“ - “ —~ “ —
miz--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
= —
430 18.00 18.50
5000 129.0 m/Z 57.05 64.18%
171.0
‘ ‘ 214.0
ol— ‘\‘ HJ ‘M “HH‘ u‘H‘\\ i “ M L ‘ — “\ : —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid = —
43.0 73.0 18.00 18.50
m/z 55.00 60.17%
5000 129.0
‘ 199.0 2420
o) ‘\‘ W ‘H Il “HM\‘\‘ \\huw M\ ] “‘ ‘1‘61‘0; “ ‘i . “\ o = =
m/z--> 50 100 150 200 250 18.00 18.50

8270-BM052323.M Thu May 25 11:32:44 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.445 3.54 ng 566561  Phenanthrene-d10 17.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene 202 C16H10 000206-44-0 98
2 Pyrene 202 Clé6H1e 000129-00-0 96
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 70
4 1-Methyl-7,11-dithiaspiro[5,5] u... 202 C10H18S2 107678-22-8 60
5 1,4-Pentadiyn-3-one, 1,5-diphenyl- 2306 C17H100 015814-30-9 59
Abundance Scan 2747 (19.444 min): BM039982.D\data.ms (-2743) (- | m/z 202.00 100.00%
202.0
5000 JL
.
41.? 10|1.o . 1950
bkl A 2641 367.0 80754 2ee.00  21.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #78090: Fluoranthene
202.0
5000

T
19.50
m/z 203.00 17.02%

101.0
O‘\\3\9\.‘0f\‘\1‘\‘[!\\\f\\h\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #78086: Pyrene
202.0

5000 m/z 200.95 15.09%

101.0
39.0 |

R e A e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #78093: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- —
202.0 19.50

m/z 101.00 14.17%

5000
39.0 101.0
0 wd | I

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50

o

8270-BM052323.M Thu May 25 11:32:45 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.562 9.76 ng 2322420  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2767 (19.562 min): BM039982.D\data.ms (-2762) (- m/z 73.00 100.00%
3.0

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

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0 19.50

m/z 55.00 65.10%

5000 129.0 i
185. 1241 2 T \
i ‘ 050
-} ‘\‘ bl m bod 3849 0Tz 43.e5  85.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid
73.0
5000 — :
129.0 1950
“ 185.0 284.0 m/z 60.00 78.64%
O\\"\U[ 1‘““!““‘!“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109279: Tetradecanoic acid
73.0
T T [
19.50
5000 129.0 m/z 57.10  71.76%
185.0
015-$le m ‘“ AJ i ok J
R \

5000 284.0

129.0
185.0
Ml |‘I \m J‘h

372.0
0 prrr b MM‘MMmwm‘mmm_m‘u

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50

s

8270-BM052323.M Thu May 25 11:32:46 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 1-Eicosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.615 22.02 ng 5241670  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosene 280 C20H40 003452-07-1 91
2 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 90
3 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 81
4 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 74
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 74
Abundance Scan 2946 (20.615 min): BM039982.D\data.ms (-2935) (- | m/z 57.10 100.00%
57.1
5000 W\/\\/\\
257.1 S S
‘ h | ‘ 213 : ‘ 32 . 20.50 21.00
ol AL ““M“‘ L Mm‘u WAL ) 3253 4194 90 16 63.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173726: 1-Eicosene
43.0
97.0
5000 —r— ——
20.50 21.00
m/z 43.05 61.28%
280.0
O \}\ ‘ “ } h‘ ‘“5‘|4\?\ \Z‘J.Q\CJ\ T ‘ T \\ T ‘ LI ‘ T T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #173738: Cyclohexadecane, 1,2-diethyl-
43
—— —
97.0 280.0 20.50 21.00
5000 ITI/Z 97.10 52.10%
oL B0 2000 | |
m/z--> 50 100 150 200 250 300 350 400
Abundance #197438: 1-Dodecanol, 2-octyl- —— —
57.0 20.50 21.00
m/z 83.05 49.87%
5000
11.0
NERRIIER i 702110 2800 R
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00

8270-BM052323.M Thu May 25 11:32:47 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 1-Hexacosene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.815 14.92 ng 3552270 Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 CooHs2 018835-33-1 87

2 Tetradecanoic acid, hexadecyl ester 452 C30H6002 002599-01-1 87

3 Tetratriacontyl pentafluoropropi...
4 Dotriacontyl pentafluoropropionate
5 Hexatriacontyl pentafluoropropio...

641 C37H69F502
612 C35H65F502
669 C39H73F502

1000351-81-5 83
1010351-81-4 83
1000351-89-0 83

Abundance Scan 2980 (20.815 min): BM039982.D\data.ms (-2970) (- | m/z 229.20 100.00%
57.1 229.2
5000
51 — o
20.50 21.00
0 ill[hmmd 223 4173 8085 n, 57.10 97.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #273800: 1-Hexacosene
57.0
5000 — —
20.50 21.00
5.0 m/z 43.05 73.81%
0 | ‘“1960 292.0 364.0
TTT ‘\TT\ \\\1‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #326479: Tetradecanoic acid, hexadecyl ester
57.0 229.0
P e
20.50 21.00
5000 ITI/Z 71.10 64.13%
' 452.0
owﬂﬂmw O I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347933: Tetratriacontyl pentafluoropropionate “ —
57.0 20.50 21.00
m/z 97.00 55.01%
5000
5.0
ob L1 195026403340 405.04760 622
“HM‘H‘HH‘H‘WH“‘HW P — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 20.50 21.00

8270-BM052323.M Thu May 25 11:32:48 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Cinnamyl cinnamate Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.115 2.24 ng 533851 Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 49
3 (E)-4-Bromo-4-methyl-1-phenylpen... 252 C12H13BroO 1000443-02-8 47
4 (Z)-N-(2-Hydroxyethyl)-3-phenyla... 233 C13H15NO3 1000512-63-0 47
5 (2E)-N-(2-Fluorophenyl)-3-phenyl... 241 C15H12FNO 025893-50-9 47

Abundance Scan 3031 (21.115 min): BM039982.D\data.ms (-3028) (- | m/z 131.00 100.00%
131.0
5000
77.0 e —
‘ ‘ 219.1 21.00 21.50
Ol dpd 1781 | 2641 386.9 415 .. 915,00  38.38%
miz--> 100 150 200 250 300 350 400
Abundance #153419: Cinnamyl cinnamate
131.0
5000 o —
21.00 21.50
77.0 2190 m/z 117.00  32.23%
o210, | ‘ || 1740 | 2640
\\\‘\\\\’\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400
Abundance #62919. 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131.0
T e
21.00 21.50
5000 ITI/Z 102.95 28.41%
77.0
0.0 ‘ ‘ 188.0
T N —
m/z--> 50 100 150 200 250 300 350 400
Abundance #137543: (E)-4-Bromo-4-methyl-1-phenylpent-1-en-3-one — B
131.0 21.00 21.50
m/z 77.00 21.36%
5000
77.0
0270, ||| 1740 2540
e e e e — —
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

8270-BM052323.M Thu May 25 11:32:49 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 1-Heptacosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.274 4.73 ng 1125796  Chrysene-d12 21.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 94

Abundance Scan 3058 (21.274 min): BM039982.D\data.ms (-3055) (- | m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 2-Methylhexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.674 8.31 ng 1629800  Perylene-di12 24.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylhexacosane 380 C27H56 001561-02-0 83
2 Hexacosane 366 C26H54 000630-01-3 68
3 Heneicosane 296 C21H44 000629-94-7 62
4 Octacosane 394 C28H58 000630-02-4 58
5 Heptadecane 240 C17H36 000629-78-7 58

Abundance Scan 3636 (24.674 min): BM039982.D\data.ms (-3631) (- | m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39982.D

Acqg On : 24 May 2023 13:56
Operator : CG/JU

Sample : 02868-21

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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|
Propanoic acid,... 3.722 8.8 ng 871646 1 8.016 1981400 20.0
Butanoic acid 4.216 87.8 ng 8698100 1 8.016 1981400 20.0
Butanoic acid, ... 4.869 6.8 ng 679105 1 8.016 1981400 20.0
Butanoic acid, 5.004 3.4 ng 334192 1 8.016 1981400 20.0
2-Pentanone, 4-... 5.098 3.6 ng 358832 1 8.016 1981400 20.0
Benzeneacetic acid 11.351 2.6 ng 334445 2 10.833 2597570 20.0
Hydrocinnamic acid 12.610 3.2 ng 415110 2 10.833 2597570 20.0
Bicyclo[5.2.0]n... 13.980 2.6 ng 384480 3 14.651 2956830 20.0
Benzophenone 16.003 9.6 ng 1420820 3 14.651 2956830 20.0
n-Hexadecanoic ... 18.292 18.9 ng 3027040 4 17.392 3203900 20.0
Benzene, 1,1'-(... 19.445 3.5 ng 566561 4 17.392 3203900 20.0
Octadecanoic acid 19.562 9.8 ng 2322420 5 21.574 4761130 20.0
1-Eicosene 20.615 22.0 ng 5241670 5 21.574 4761130 20.0
1-Hexacosene 20.815 14.9 ng 3552270 5 21.574 4761130 20.0
Cinnamyl cinnamate 21.115 2.2 ng 533851 5 21.574 4761130 20.0
1-Heptacosanol 21.274 4.7 ng 1125790 5 21.574 4761130 20.0
2-Methylhexacosane 24.674 8.3 ng 1629800 6 24.021 3922860 20.0
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