LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BGO@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc :

ALS vial : 5 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_ G\Methods\8270-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55995.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.405 15 20 26 rBV 15450 25976  2.01% 0.323%
2 4.798 252 257 263 rBV 17612 27102 2.10% 0.337%
3 5.421 357 363 370 rBV 43882 67147 5.19% ©.835%
4 5.891 437 443 451 rBB 66505 104232 8.06%  1.296%
5 7.500 710 717 724 rBB 88528 149557 11.57% 1.860%
6 8.376 860 866 874 rBB 26054 43040 3.33% 0.535%
7 9.545 1058 1065 1072 rBB 57458 98131 7.59% 1.220%
8 11.208 1341 1348 1354 rBB 33823 57838 4.47% 0.719%
9 12.806 1609 1620 1621 rBV4 12325 28754 2.22% 0.358%
10 12.888 1621 1634 1635 rBV7 19828 53466 4.13% 0.665%
11 13.611 1750 1757 1765 rVB 186197 302765 23.41%  3.766%
12 14.980 1984 1990 1996 rVB 59322 91017 7.04% 1.132%
13 16.455 2235 2241 2248 rVB 93897 138992 10.75% 1.729%
14 16.907 2304 2318 2320 rBV6 16271 50991 3.94% 0.634%

6.

15 17.277 2365 2381 2382 rBv2 217258 542044 41.92%

16 17.718 2451 2456 2460 rBV 98228 152222 11.77%

1.
17 17.759 2460 2463 2470 rVB 99538 137300 10.62% 1.708%
18 17.847 2475 2478 2484 rVB 12794 20859 1.61% ©0.259%
19 18.294 2550 2554 2559 rVB3 10148 15742  1.22% 0.196%
20 18.582 2595 2603 2608 rVV2 30727 71361 5.52% ©.888%
21 18.634 2608 2612 2616 rVB 27922 42568 3.29% ©.529%
22 18.776 2631 2636 2640 rVV3 23527 48126 3.72% ©.599%
23 18.811 2640 2642 2648 rVB 20406 26863 2.08% 0.334%
24 19.069 2682 2686 2689 rBV 19199 24682 1.91% 0.307%
25 19.110 2689 2693 2699 rVB3 23108 36399 2.81% 0.453%
26 19.481 2751 2756 2760 rBV2 14892 31849  2.46%  0.396%
27 19.622 2775 2780 2785 rBV3 15203 30065 2.33% ©0.374%
28 19.745 2796 2801 2808 rBV 83779 171202 13.24% 2.129%
29 19.815 2811 2813 2825 rVB5 33169 59218 4.58% 0.737%
30 19.933 2829 2833 2837 rVB4 10852 14645 1.13% 0.182%

31 20.109 2853 2863 2868 rVVv 96744 152418 11.79%
32 20.291 2888 2894 2900 rBV 538848 698533 54.02%
33 20.409 2905 2914 2921 rBV 259122 621772 48.08%
34 20.497 2921 2929 2936 rVV 333879 772889 59.77%
35 20.579 2936 2943 2949 rVB 751986 1293110 100.00% 16.083%

O N
N
w
w
B

36 20.679 2954 2960 2967 rVV 74977 126913 9.81% 1.578%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BGO@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc :

ALS vial : 5 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_ G\Methods\8270-BG121322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.750 2967 2972 2976 rVWV 18009 30918 2.39% 0.385%
38 20.808 2978 2982 2990 rVWVW 25738 49599 3.84% 0.617%
39 20.891 2993 2996 3001 rVWV 14068 22064 1.71% 0.274%
40 20.944 3001 3005 3015 rVB 14281 28511 2.20% 0.355%
41 21.032 3017 3020 3026 rBV7 6463 14371 1.11% 0.179%
42 21.220 3047 3052 3060 rVB 59845 96369 7.45% 1.199%
43 21.372 3075 3078 3084 rVB2 15782 24978 1.93% 0.311%
44 21.578 3106 3113 3116 rBvV4 10342 22110 1.71% 0.275%
45 21.619 3116 3120 3126 rVV5 21647 37618 2.91% 0.468%
46 21.713 3133 3136 3143 rVB3 16526 34036 2.63% 0.423%
47 21.972 3172 3180 3183 rBV 67505 126612 9.79% 1.575%
48 22.025 3183 3189 3194 rVvVv2 123810 265928 20.56% 3.307%
49 22.078 3194 3198 3204 rVB 35402 59139 4.57% 0.736%
50 22.736 3304 3310 3313 rBV8 8138 15513 1.20% 0.193%
51 22.800 3313 3321 3329 rVB3 55781 133530 10.33% 1.661%
52 23.012 3349 3357 3365 rVB2 95156 202199 15.64% 2.515%
53 23.752 3476 3483 3493 rVB2 44701 105094 8.13% 1.307%
54 24.410 3590 3595 3604 rVB2 8509 25018 1.93% 0.311%
55 24.857 3665 3671 3680 rVB2 30058 78365 6.06% 0.975%
56 25.362 3750 3757 3763 rVB2 12231 35236 2.72% 0.438%
57 25.526 3777 3785 3797 rVB2 69581 213109 16.48% 2.650%
58 26.161 3886 3893 3903 rVB4 21177 66182 5.12% 0.823%
59 29.569 4463 4473 4475 rBV7 9459 24063 1.86% 0.299%
Sum of corrected areas: 8040350
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
BGO55995.D

: 16 Dec 2022 15:43

: CG/JU

: Ne@37-03

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

700000

600000

500000

400000

300000

200000

Abundance TIC: BG055995.D\data.ms

100000 5.891 7.500

5.421 9.545
405 4.798 8.:/%76 11.208 1%. 3
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Time-->

700000
600000
500000
400000
300000 20.
200000 13.611

100000 16.455

Abundance TIC: BG055995.D\data.ms

20.679

20.291

17.277

10777768 19.7480.10
16.907 1784718 2 5P EE: Mlﬁ

i i o L B e S e e

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

14.980

Time-->

700000

600000

500000

400000

300000

200000

Abundance TIC: BG055995.D\data.ms

B.012

100000 25.526
23.752
2441074857 55 3 26.161 29.569

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Butane, 2-methoxy-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.405 12.07 ng 25976 1,4-Dichlorobenzene-d4 8.376

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 17
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 7

5 Isobutylamine 73 C4H11IN 000078-81-9 5
Abundance  Scan 20 (3.405 min): BG055995.D\data.ms (-15) (-) m/z 73.00 100.00%

73.0
5000 430
55.1 87.1

340 360  3.80
\\‘\\\\‘\\\\‘\\\\“‘\‘\‘\\“\‘\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\\‘ mZ 43 ee 59040

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000

340 360 3.80

87.0 m/z 55.10  31.63%
) ‘ |
|
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0
“‘ T
550 340 360 380
43.0 o
5000 m z 87.10 29.55%
27 0
15.0 \\ \ ‘ ‘
H“‘H“H“‘H“H"‘H“‘H“_“‘_“‘_“w“‘w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9513: 3-Pentanol, 2,4-dimethyl- T
73.0 340 3. 60 3.80

m/z 41.00 14.92%

5000 55.0
43.0
27.0 m
15.0 [ 11 | ‘ ‘ 1 il 85.0 98.0

m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 360 380
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 2 3-Penten-2-one, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.798 12.59 ng 27102 1,4-Dichlorobenzene-d4 8.376

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 80
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 257 (4.798 min): BG055995.D\data.ms (-252) (-) m/z 83.10 100.00%
55.0 83.1
5000 43.0
98.0
Raaas A RAmae R EE
‘ 4.40 4.60 4.80 5.00 5.20
e e e m/z 55.00  96.18%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3647: 3-Penten-2-one, 4-methyl-
558.0 83.0
43.0
5000 DL B RN B R
20.0 98.0 4.40 4.60 4.80 5.00 5.20
m/z 43.00 44.06%
\\‘\\1\\.‘\\11‘\\\‘1}Hi\\“}‘\}\‘\\6Z\.?\\\\“\1\\‘\\\\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3567: 3-Hexen-2-one
83.0
55.0 | I
R A RAmaE B AT
43.0 4.40 4.60 4.80 5.00 5.20
5000 m/z 39.00 33.36%
29.0
98.0
NN AR NN
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3812: 2-Pentene, 4,4-dimethyl-, (E)- Rmaas e AR R
55.0 83.0 4.40 4.60 4.80 5.00 5.20
m/z 98.00 29.93%
5000 41.0
270 98.0
7.
SR VI | Y M
| . i | ! Ll |
A I e e B A B Raaas A RAmaE REEE
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.421 31.20 ng 67147 1,4-Dichlorobenzene-d4 8.376

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 363 (5.421 min): BG055995.D\data.ms (-357) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0 REEas e e R ARAR
‘ 83.0 5.00 5.20 5.40 5.60 5.80
e e e S e M/Z 59.08 51.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 DL B LN B R
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.00 21.08%
3]T'0 Ly | 83.0 |
\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
REans R
57.0 5.00 5.20 5.40 5.60 5.80
5000 m/z 58.00 14.95%
20.0 101.0
130 |l 730 850
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4529: 2,3-Butanedione, monooxime REaas R o
43.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 9.08%
5000
101.0
15.0 58.0
], 280 ‘\\‘ 700 840
R e e e e e e e e O RRRRE RSN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 4 unknownl2.806 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.806 9.94 ng 28754  Naphthalene-d8 11.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 35
2 .alpha.-D-Glucopyranoside, methy... 334 C17H3406 1000157-24-7 32
3 Pentadecanoic acid 242 C15H3002 001002-84-2 25
4 1,2,3,6-Tetrahydropyridine, 1-cy... 213 C15H19N 106055-15-6 16
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 14
Abundance Scan 1620 (12.806 min): BG055995.D\data.ms (-1609) (- | m/z 43.00 100.00%
43.0
213.1
5000 5.1 129.0
— ——
1R T
— ‘J ‘H“““‘ SNNE L i J“‘ ——  m/z 41.00 87.84%
miz-> 50 100 150 200 250 300
Abundance #35296: Nonanoic acid
60.0
5000 — ——
12.50 13.00
270 115.0 m/z 55.00 81.75%
UL | 180
=t \H””“l“\h‘\h“‘\\\\“\\\\‘\\\\‘\\\\‘\
miz-> 50 100 150 200 250 300
Abundance #241340: .alpha.-D-Glucopyranoside, methyl-4-O-decyl-
57.0 218.0
— ——
12.50 13.00
5000 m/z 72.95 79.07%
169.0
99.0
s T assoemso
miz--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid — —
73.0 12.50 13.00
41.0 m/z 60.00  78.35%
5000 129.0
“m 199.0 242.0
. Hd‘u‘u h!‘ | ‘\\hU\ ;‘\\‘\‘M ““1$‘3.‘\0{“‘ — P o ——
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.888 18.49 ng 53466 Naphthalene-d8 11.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 27
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 25
4 Pentadecanoic acid 242 C15H3002 001002-84-2 22
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 18
Abundance Scan 1634 (12.888 min): BG055995.D\data.ms (-1621) (- | m/z 41.00 100.00%
41.0
73.0
5000 1291
171.1 213.2
256.1 — —
‘ ‘ ‘ 12.50 13.00
H‘_HJMJW“‘NM“H“M‘NHJMH‘JHH_HL_M‘_H‘_ m/z 43.00 71.78%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
43.0
5000 e —
129.0 12.50 13.00
1710 5140 m/z 55.00 63.61%
101.0 ‘
]\_\ ‘O \“‘N\ \H!H‘\w‘\‘\ \ﬂﬂ‘“\ \WL ‘ \‘\‘\ T “\ T }h\“ TTIT ‘ \‘\ TT ‘ TT \‘\ ‘ TTTT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid
73.0
— ——
12.50 13.00
5000 430 129.0 m/z 73.00 62.09%
185.0
. 228.0
SN o 20 S
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #143507: n-Hexadecanoic acid i —
43.0 73.0 12.50 13.00
m/z 60.00 58.34%
5000
129.0 2130 256.0
L0 | 1570850
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 9,12-Octadecadienoic acid (... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.907 6.70 ng 50991 Phenanthrene-d10 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 Linoelaidic acid 280 C18H3202 000506-21-8 94
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 91
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 80
5 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 64

Abundance Scan 2318 (16.907 min): BG055995.D\data.ms (-2304) (- | m/z 67.10 100.00%
67.1

5000 981

39,0

-

\H \H\h il 2134 280.¢ 17.00

’ H\‘HH‘HH‘\H\‘\H\‘\H\‘\H‘\‘HH‘HH‘HH“H m/z 81.06 78.1200
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #173582: 9,12-Octadecadienoic acid (Z,2)-
67.0

s

5000
17.00

m/z 55.00 72.27%

29.0

I 151.0 182.0 222.0251.0
’\H\‘HH‘\

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #173566: Linoelaidic acid
67.0

280.C

-

17.00
m/z 41.10 54.12%

5000

29.0
23.0 280.C
151.0179.0 224.0

L

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #173580: (9E,11E)-Octadecadienoic acid
67.0 17.00
m/z 95.10 50.51%
95.0
5000
29_0‘ ‘ ‘ ‘F 280.C
b ast01s20 2200710 | .
m/z--> 20 40 60 80 100120140160180200220240260280 17.00

8270-BG121322.M Mon Dec 19 01:34:38 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 7 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.277 71.22 ng 542044  Phenanthrene-d10 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 95
3 n-Decanoic acid 172 C10H2002 000334-48-5 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 43

Abundance Scan 2381 (17.277 min): BG055995.D\data.ms (-2365) (- | m/z 43.00 100.00%

43.0
73.0
241.2
5000 129.1 185.1
284.2

—_ W‘ J“‘f“ S I m/z 55.00  88.43%

m/z--> 50 100 150 200 250
Abundance #179092: Octadecanoic acid
430 739

5000 T
129.0 284 17.00 17.50
m/z 41.00 81.58%

185.0 241.0
— h‘ “‘\\ ‘\\‘u M uh\‘\‘ M‘ il — | “‘ \‘ — “‘ ““ : ‘\‘
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid

43.0 73.0

— —
17.00 17.50
5000 129.0 m/z 59.95 74 .82%
‘ 199.0 2420
— ‘\‘ m‘ L M‘h“w M\‘ il “‘ ‘1‘67“01“ ‘i S — “\ ———
m/z--> 50 100 150 200 250
Abundance #46966: n-Decanoic acid T ——
73.0 17.00 17.50

m/z 73.00 73.51%

1290
5000
43.0
H‘JMMNM‘wld‘}‘\‘l7?D

ey ‘
miz--> 50 100 150 200 250 17.00 17.50

8270-BG121322.M Mon Dec 19 01:34:39 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 8 Phenanthrene, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.582 9.38 ng 71361  Phenanthrene-d1e 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 95
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93

Abundance Scan 2603 (18.582 min): BG055995.D\data.ms (-2595) (- | m/z 192.10 100.00%
1

5000 N\
18 50
41.0 0 95.1 138.9
690 2411 n/z 191.10  58.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000
18 50
m/z 189.00 34.02%
165.0
39.0 63.0 960 1390 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67019: 1H-Indene, 2-phenyl-
192.0
18 50
5000 m/z 193.16  17.90%
165.0
63.0 89.0 1501390 | w
R AR a R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67054: 1H-Cyclopropa[lJphenanthrene,1a,9b-dihydro- ‘Aﬁ ; P : i
192.0 18.50
m/z 165.00 17.64%
5000
165.0
300 630 960 1390 | W | m/\ /
G ALLLE WL

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50

8270-BG121322.M Mon Dec 19 01:34:40 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Phenanthrene, 4-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.776 6.32 ng 48126  Phenanthrene-d10 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 60
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 60
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 58
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 58

Abundance Scan 2636 (18.776 min): BG055995.D\data.ms (-2631) (- | m/z 192.05 100.00%

192.1
5000

41.0 94.9 163.0 18 50 19.00

b 2okt | m/z 189.10  71.55%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67043: Phenanthrene, 1-methyl-
192.0 M
5000 e
18 50 19.00
95.0 m/z 191.10 61.38%
280 830 | 1560 1630 |
‘\H\‘\\\\‘\\\\‘\HI‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67041: Phenanthrene, 4-methyl-
192.0
ol
18 50 19.00
5000 m/Z 190.10 60.42%
95.0
3.0 | 1250 163.0
Raaa L A S ARRARARRARRIESATE ST
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67028: Anthracene, 1-methyl- — L
192.0 18.50 19.00
m/z 165.00 20.31%
) MM\
0 360 15 160 A ey

m/z--> 20 40 60 80 100120140160180200220240260280 18.50 1900

8270-BG121322.M Mon Dec 19 01:34:41 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 10 unknownl9.816 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.816 7.78 ng 59218 Phenanthrene-d10 17.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 10
2 Tetradecanoic acid 228 C14H2802 000544-63-8 10
3 Pentadecanoic acid 242 C15H3002 001002-84-2 10
4 .alpha.-Aminooxy-propionic acid,... 133 C5H11NO3 005766-86-9 9
5 1,2,3,5-Cyclohexanetetrol, (1.al... 148 C6H1204 053585-08-3 9
Abundance Scan 2813 (19.815 min): BG055995.D\data.ms (-2811) (- | m/z 41.05 100.00%
41.0
73.0
5000 185.1
120.9 21.0 284.. — S
TN T R =
e L L m/z 43.00  89.57%
m/z--> 50 100 150 200 250
Abundance #152318: 11-Bromoundecanoic acid
60.0
5000 — —
29.0 19.50 20.00
185.0 m/z 60.08  63.37%
97.0 129.0
L H m\ A Ty | 2230 2660
miz--> 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0 — —
19.50 20.00
5000 129.0 m/z 57.00 58.60%
185.0
H 228.0
; ““ H H‘ MhH ‘\H \‘\ " ‘\‘\‘ .. \‘ — L‘ —
miz--> 100 150 200 250
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 19.50 20.00
m/z 73.00 58.05%
5000 129.0
‘ ‘ 199.0 92420
. L‘ M HH\ Hh” “\H‘H‘\ “ I‘GH‘Q“ L . “\‘ —— P e
m/z--> 100 150 200 250 19.50 20.00

8270-BG121322.M Mon Dec 19 01:34:41 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Morpholine, 4-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.409 46.76 ng 621772  Chrysene-d12 22.025
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 47
3 Phenylglyoxylic acid, 2-methylpr... 206 C12H1403 1000453-47-2 35
4 Benzoic acid, 2-propenyl ester 162 C10H1002 000583-04-0 35
5 1-(Benzoyloxy)propan-2-yl benzoate 284 C17H1604 019224-26-1 35

Abundance Scan 2914 (20.409 min): BG055995.D\data.ms (-2905) (- | m/z 104.95 100.00%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #82301: Phenylglyoxylic acid, 2-methylpropyl ester
105.0

105.0
163.0
5000
77.0
T
41.0 193.1 2322 20.50
. 133.0 . . 280.¢ 9
O Hprrrrprrtr e e e e T m/z 163.00 56.77%
m/z--> 20 40 60 80 100120140160180200220240260 280
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0
5000 N
770 20.50
’ m/z 76.95 37.00%
2’\7‘\.9“\\“\\‘HH“H‘H"\\\‘]-\\3\;3\.‘\\\\“1\\\‘\\\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260 280
Abundance #39043: Glyoxylamide, N-phenyl-
120.0 0
e
20.50
5000 43.0 77.0 m/Z 50.95 8.70%
| ‘ M ‘ /\A/\A

e
20.50
m/z 106.00 8.19%

5000
77.0

=

41.0 | 1340 206.0 A

T
m/z--> 20 40 60 80 100120140160180200220240260280 20.50

8270-BG121322.M Mon Dec 19 01:34:42 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.497 58.13 ng 772889  Chrysene-di2 22.025
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 80
2 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 78
3 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 64
4 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 59
5 N-(5-Nitrothiazol-2-yl)-benzamide 249 C1@H7N303S 064398-84-1 35
Abundance Scan 2929 (20.497 min): BG055995.D\data.ms (-2921) (- | m/z 105.00 100.00%
105.0
163.1
5000 77.0
2050
41. 207.1 :
bt 1880 | 2011 2631 7 163.05  79.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0
5000 T
20.50
77.0 m/z 77.00  39.83%
’\\\4\1‘7;\\\‘\\\\“\\\\‘\‘H\‘]\-ﬁ\s‘-g\\‘1\H‘\\\\2‘0\?\.\0‘\\\\‘\\\\‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38609: Benzamide, N-propyl-
105.0
e
20.50
5000 ITI/Z 51.00 9.83%
77.0
163.0
- S N o S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39043: Glyoxylamide, N-phenyl- e
120.0 0 20.50
m/z 164.05 8.76%
5000 430 77.0 /\A
IRRRSS LSt B e o ‘A
m/z--> 20 40 60 80 100120140160180200220240260280 20.50

8270-BG121322.M Mon Dec 19 01:34:43 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 13 Diethylene glycol dibenzoate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.579 97.25 ng 1293116 Chrysene-d12 22.025
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 83
3 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
4 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 72
5 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 43

Abundance Scan 2943 (20.579 min): BG055995.D\data.ms (-2936) (- | m/z 105.00 100.00%
105.0
149.0
5000
T
1 178.9 216.0 20.50
Ol b e e o e e 208 m/z 149.00  82.43%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #216951: Diethylene glycol dibenzoate
1050 1490
5000 - :
20.50
m/z 77.00 53.04%
5]‘..0
. [ | .
\H‘HH‘\H\’\\H‘\\H‘H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #324290: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzg
105.0 149.0
— T
20.50
5000 m/z 51.00 14.63%
280 , 700, | 179.0209.0  267.0
R ARAAAaAREE AL L s e A
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #162046: Benzoic acid, 2-(3-nitrophenyl)ethyl ester e
149.0 20.50
m/z 149.95 8.45%
105.0
5000
51.0
m/z--> 20 40 60 80 100120140160180200220240260280 20.50

8270-BG121322.M Mon Dec 19 01:34:44 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43

Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Glyoxylamide, N-phenyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.679 9.54 ng 126913  Chrysene-di2 22.025
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Glyoxylamide, N-phenyl-
2 .delta.2-1,3,4-Oxadiazolin-5-one... 163
3 Propanoic acid, 2-(benzoylamino)... 251

COHINO2
C7H5N302
C13H17NO4

032331-52-5 59
002845-82-1 47
141627-52-3 35

4 1-Propanone, 2,2-dichloro-3-hydr... 218 C9H8C1202 054824-08-7 27
5 N-(2-Fluoro-5- nltrophenyl)benzamlde 260 C13H9FN203 144205-37-8 27
Abundance Scan 2960 (20.679 min): BG055995.D\data.ms (-2954) (- | m/z 162.95 100.00%
105.0 162.9
5000
51.0 éO%d élbd
' 207.1 . : :
O rteberersbrr e 2391 28300 165,00 93.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39043: Glyoxylamide, N-phenyl-
120.0 163.0
5000/ 430 77.0 AV ——
20.50 21.00
m/z 77.00 39.27%
”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38927: .delta.2-1,3,4-Oxadiazolin-5-one, 2-(4-pyridyl)-
168.0
P —
20.50 21.00
5000 ITI/Z 164.10 12.25%
78.0
119.0
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #136716: Propanoic acid, 2-(benzoylamino)-3-hydroxy-, 1 cre —
105.0 20.50 21.00
m/z 51.00 10.24%
5000
51‘0 mfo 2210
| |
WH‘WH‘WH‘WH‘WH‘WH‘wu‘wu‘wu‘wH‘WH‘WH‘WH‘WH‘ e —
m/z--> 20 40 60 80 100120140160180200220240260280 20.50 21.00

8270-BG121322.M Mon Dec 19 01:34:45 2022

Page:
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG121622\

Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane, 2-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
21.220 7.25 ng 96369  Chrysene-d12 22.025
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 93
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90

Abundance Scan 3052 (21.220 min): BG055995.D\data.ms (-3047) (- | m/z 57.00 100.00%
57.0
20 M/\MMWMNMJ\“MMMMMJ\N
113.1 100 9150
b L e m/z 43.05  89.47%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #176395: Nonadecane, 2-methyl-
43.0
5000 —r— ——
21.00 21.50
m/z 71.05 54.07%
9.0 .
T \‘ “\h‘\‘\“\“! f‘\‘\J-\‘S‘?.J\()\‘\ T \\Zwsf‘(\)‘\ L L R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #333752: Tetratriacontane
57.0
—— —
21.00 21.50
5000 m/z 85.00 44 .83%
1130 169.0
gy H’ LLITTD 27502810 337.0 3030 478,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107222: Tridecane, 6-propyl- T T
43.C 21.00 21.50
m/z 41.00 34.47%
5000
126.0 1830
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Hexadecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.800 10.04 ng 133530  Chrysene-di2 22.025
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 86
2 4-Methylheneicosane 310 C22H46 025117-29-7 76
3 Pentadecane, 8,8-diheptyl- 408 C29H60 055268-72-9 70
4 Nonacosane 408 C29H60 000630-03-5 68
5 Tetratriacontane 479 C34H70 014167-59-0 64
Abundance Scan 3321 (22.800 min): BG055995.D\data.ms (-3313) (- | m/z 57.05 100.00%
57.0
242.1
pet 2250 2300
197.1 : :
P | ‘h ‘h uh\ \\“ \h m H\\ m\ ‘H\“\“‘\\ T HM o %819 372‘3‘2‘ m/z 43.05 87.98%
m/z--> 0 50 100 150 200 250 300
Abundance #123967: Hexadecane, 2-methyl-
57.0
5000 —r ——
22.50 23.00
99.0 197.0 m/z 71.05 52.61%
141.0
2‘.0\ T L‘\ } ““ h‘ h‘ h‘ \“ T ‘\ \‘ “\ 1 T \“ T \?\4.9-‘0\ LI ‘ L
m/z--> 0 50 100 150 200 250 300
Abundance #212284: 4-Methylheneicosane
57.0
— —
22.50 23.00
5000 m/z 85.05 47.10%
99.0 267.0
ol e e 1 a0
m/z--> 0 50 100 150 200 250 300
Abundance #307036: Pentadecane, 8,8-diheptyl- e —
57.0 22.50 23.00
3090 m/z 41.05 39.17%
5000
‘ 99.0 141.0
L 02805670 | e e L
m/z--> 0 50 100 150 200 250 300 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43

Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 17 Squalene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.012 15.21 ng 202199  Chrysene-di2 22.025
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Squalene 410 C30H50 000111-02-4 93
2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 83
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 81
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
5 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C16H26 062235-06-7 70

w e

Abundance Scan 3357 (23.012 min): BG055995.D\data.ms (-3349) (-
GC

m/z 69.10 100.00%

5000

%

S— ‘Hw‘ i ‘ WLO3L 2731 3412 4100 g1 00 43.48%
miz-> O 50 100 150 200 250 300 350 400

Abundance #308260: Squalene

69.0

.

5000
23.00

m/z 41.00 36.42%

137.0
OM \‘\ ‘ \\ \H H H u‘“ l‘ " ngl 0 273 0 3410 410‘

[T \[\H\‘H\x‘\\H‘\H\[H\\"HH‘\\

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

Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,
69.0

F

23.00
5000 m/z 67.05 14.69%

L m\ I d\ “192-0 260.0 3150 384.0

\‘ A L L
““‘_ — —
m/z--> 0 100 150 200 250 300 350 400
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0 23.00

m/z 68.00 14.37%

—

5000

I
m/z--> 0 50

123.0
. ‘H‘d\‘ “ ‘ l \H i | \1770

100 150 200 250 300 350 400

-

23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 Hexatriacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.752 7.90 ng 105094  Chrysene-di12 22.025
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3483 (23.752 min): BG055995.D\data.ms (-3476) (- | m/z 57.00 100.00%

57.0
5000

—
9 23.50 24.00
“‘u;LmMNNJMAJJu%?%gw‘w‘ééﬁ%‘w“w“‘w“u m/z 43.00  74.82%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0

5000 — e
23.50 24.00

m/z 71.00 48.60%

13.0
A ”‘ﬂ” |~ 169.0225.0281.0337.0393.0449.0 506.(
\\1\‘\11\‘!\\1‘\\\\f\\1‘\\f\‘\\\\[\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl-
57.0

23.‘50 24.‘00
5000 m/z 85.00 39.84%
113.0
T, P00 090560 WL
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320591: Hentriacontane e coh
57.0 23.50 24.00

m/z 55.00  29.38%

o M/\"/\J\/yﬂww

L,”dA\16902250 309.0365.0 437.0

\\\\‘\\\\‘\\\\‘\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

7 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 19 Docosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
24.857 7.35 ng 78365  Perylene-di12 25.532
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 83
2 Octacosane 394 (C28H58 000630-02-4 83
3 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 80
4 Tricosane 324 (C23H48 000638-67-5 80
5 Hentriacontane 437 C31He64 000630-04-6 74
Abundance Scan 3671 (24.857 min): BG055995.D\data.ms (-3665) (- | m/z 57.05 100.00%
57.0
2000 N\—/\V\/\/
0.1 — ——
‘ ‘ ‘ ‘ 141.1 1831%25_1267.1 355.0 24.50 25.00
T ‘\“‘ \“\‘H\‘m\‘“‘ \H \M\M\‘ ‘H\ “\H\“\ ““\ \‘\ ‘\ ‘ \H\ ‘\ T ‘ L “\ T T T ‘ m/z 43.09 78.8700
miz--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
5000 — ——
24.50 25.00
9.0 m/z 71.05 50.57%
L ‘ H ‘\ h‘ \‘ ]‘-41.? ]\_83'0 239.0 3100
n (1 ") 1 I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
— ——
24.50 25.00
5000 m/z 85.00 35.13%
9.0
[LLLLL 11018300050 2810 337.0 304
A T e e
m/z--> 50 100 150 200 250 300 350
Abundance #141063: Heptadecane, 3-methyl- — ——
57.0 24.50 25.00
m/z 41.05 33.16%
5000
‘ 9.0 1410 225.0
LU e | B
m/z--> 50 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BG@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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 20 Heneicosane, 3-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
26.161 6.21 ng 66182  Perylene-di2 25.532
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 3-methyl- 310 C22H46 006418-47-9 90
2 Hentriacontane 437 C31H64 000630-04-6 78
3 Pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 70

Abundance Scan 3893 (26.161 min): BG055995.D\data.ms (-3886) (- | m/z 57.10 100.00%

57.1
5000

‘ ﬂ131 169.1 Lo o 2810 26.00 26.50
T \H‘ “1‘\‘“\”"””‘\‘\ \h ““\ ‘\ \‘\M‘H\H\‘\'\ “\ T \L\ ‘ T \3\!:_75\).\()\ T ‘ L m/z 43'05 79'0100

m/z--> 50 100 150 200 250 300 350 400
Abundance #212288: Heneicosane, 3-methyl-
57.0

5000 — e
281.0 26.00 26.50

m/z 71.00  40.25%

13.0
169.0
ﬂl%zsof!
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0

26.00 26.50

5000 ITI/Z 85.00 33.12%
n | h‘ M (10002250 300.0 365.0 436
m/z--> 56 100 1%0 260 2%0 360 3%0 460 |
Abundance #107235: Pentadecane, 2-methyl- 1 —
43.0 26.00 26.50
m/z 55.00 24.50%

o ﬂWWWWNMWMM/\WNMNMfWWM

183.0
‘ ‘hh\h‘\“\‘ \\ |

m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121622\
Data File : BGO@55995.D

Acqg On : 16 Dec 2022 15:43
Operator : CG/JU

Sample : N6037-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121322.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... 3.405 12.1 ng 25976 1 8.376 43040 20.0
3-Penten-2-one,... 4.798 12.6 ng 27102 1 8.376 43040 20.0
2-Pentanone, 4-... 5.421 31.2 ng 67147 1 8.376 43040 20.0
unknown12.806 12.806 9.9 ng 28754 2 11.208 57838 20.0
Tridecanoic acid 12.888 18.5 ng 53466 2 11.208 57838 20.0
9,12-Octadecadi... 16.907 6.7 ng 50991 4 17.718 152222 20.0
Octadecanoic acid 17.277 71.2 ng 542044 4 17.718 152222 20.0
Phenanthrene, 1... 18.582 9.4 ng 71361 4 17.718 152222 20.0
Phenanthrene, 4... 18.776 6.3 ng 48126 4 17.718 152222 20.0
unknown19.816 19.816 7.8 ng 59218 4 17.718 152222 20.0
Morpholine, 4-p... 20.409 46.8 ng 621772 5 22.025 265928 20.0
Oxybis(propane-... 20.497 58.1 ng 772889 5 22.025 265928 20.0
Diethylene glyc... 20.579 97.3 ng 1293110 5 22.025 265928 20.0
Glyoxylamide, N... 20.679 9.5 ng 126913 5 22.025 265928 20.0
Nonadecane, 2-m... 21.220 7.3 ng 96369 5 22.025 265928 20.0
Hexadecane, 2-m... 22.800 10.0 ng 133530 5 22.025 265928 20.0
Squalene 23.012 15.2 ng 202199 5 22.025 265928 20.0
Hexatriacontane 23.752 7.9 ng 105094 5 22.025 265928 20.0
Docosane 24.857 7.3 ng 78365 6 25.532 213109 20.0
Heneicosane, 3-... 26.161 6.2 ng 66182 6 25.532 213109 20.0
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