LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N3059-01

Misc :

ALS Vvial : 10 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-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53720.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.095 12 18 37 rVB 525280 1062464 12.09% 2.211%
2 4.123 183 193 203 rBV3 50553 129366 1.47% 0.269%
3 4.957 318 335 347 rBV3 59812 260113 2.96%  0.541%
4 5.104 347 360 368 rBV4 40679 128451 1.46% 0.267%
5 5.556 427 437 442 rVV2 182891 374318 4.26% 0.779%
6 5.603 442 445 458 rVB2 67045 155672 1.77%  0.324%
7 7.166 689 711 723 rBV3 188278 709671 8.07% 1.477%
8 7.436 751 756 763 rW 77062 125139 1.42% 0.260%
9 7.512 763 770 777 rVW4 75082 215366 2.45% 0.448%
10 7.759 807 812 817 rBV 71795 117351 1.34% 0.244%
11 7.912 830 838 841 rBV3 47458 101476 1.15% 0.211%
12 7.982 841 850 856 rvw4 110732 312071 3.55% 0.649%
13 8.047 856 861 868 rVW3 70976 174927 1.99% 0.364%
14 8.129 870 875 887 rVB5 72146 197943  2.25% 0.412%
15 8.288 893 902 913 rBV6 85851 220453  2.51% 0.459%
16 8.769 955 984 990 rBV2 262304 960148 10.92% 1.998%
17 9.110 1029 1042 1044 rBV7 108799 373114 4.25% 0.776%
18 9.145 1044 1048 1054 rVV 290280 574310 6.53% 1.195%
19 9.210 1054 1059 1068 rVB3 93475 205107 2.33% 0.427%
20 9.733 1086 1148 1149 rBV3 802199 8788996 100.00% 18.289%

21 9.956 1173 1186 1189 rBV 482998 1580562 17.98%
22 10.109 1202 1212 1216 rVB3 466030 1279128 14.55%
23 10.203 1222 1228 1243 rVB4 53349 122456 1.39%
24 10.408 1243 1263 1267 rBV2 347827 1223912 13.93%

ONONW
N
%]
%]
R

25 10.467 1270 1273 1278 rVV2 68447 103951  1.18% 216%
26 10.543 1278 1286 1291 rVV3 111853 242008 2.75% ©.504%
27 10.608 1291 1297 1306 rVB2 148718 283774  3.23% ©0.591%
28 10.737 1306 1319 1325 rBV2 265249 857206  9.75% 1.784%
29 10.796 1325 1329 1331 rVV 162158 277620 3.16% 0.578%
30 10.837 1332 1336 1347 rVWW2 269307 574455 6.54%  1.195%

31 10.984 1347 1361 1368 rVB2 328665 1021561 11.62%
32 11.295 1380 1414 1418 rBV6 523354 3630638 41.31%
33 11.342 1418 1422 1427 rVB 230877 362470  4.12%
34 11.466 1427 1443 1454 rVB3 582388 2149665 24.46%
35 11.577 1456 1462 1464 rBV 144456 247200 2.81%

ohONN
N
U1
A
3R

36 11.818 1490 1503 1513 rVV3 548922 1797949 20.46% 3.741%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N3059-01

Misc :

ALS Vvial : 10 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-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.906 1514 1518 1522 rVV2 98412 193246  2.20% 0.402%
38 11.959 1522 1527 1536 rvv2 193321 359090 4.09% 0.747%
39 12.135 1548 1557 1562 rVB2 94337 206080 2.34% 0.429%
40 12.206 1564 1569 1573 rBV 82907 129802 1.48% 0.270%
41 12.282 1577 1582 1590 rVB3 130395 259044  2.95%  0.539%
42 12.458 1604 1612 1621 rVB 214814 478586 5.45% 0.996%
43 13.017 1691 1707 1717 rBV 510513 1544963 17.58% 3.215%
44 13.246 1740 1746 1752 rBV 674887 1047330 11.92% 2.179%
45 13.304 1752 1756 1764 rVB 63314 93235 1.06% 0.194%
46 13.439 1774 1779 1789 rVB2 182009 288822 3.29% 0.601%
47 13.604 1798 1807 1813 rBV 191781 358076 4.07%  0.745%
48 14.092 1881 1890 1896 rBV 396378 839689 9.55% 1.747%
49 14.509 1957 1961 1967 rVvV 139820 187988 2.14% 0.391%
50 14.620 1975 1980 1988 rVB 263520 440205 5.01% 0.916%
51 14.943 2030 2035 2044 rBV4 43624 110310 1.26% 0.230%
52 15.460 2118 2123 2128 rVB 160621 210902 2.40% 0.439%
53 15.866 2183 2192 2196 rBV2 53748 122861 1.40% 0.256%
54 16.118 2230 2235 2241 rVB 453710 673847 7.67% 1.402%
55 16.318 2264 2269 2272 rBV 204507 283082 3.22% 0.589%
56 16.770 2342 2346 2352 rVB4 75831 123677 1.41% 0.257%
57 16.829 2352 2356 2365 rBV2 65036 120885 1.38% 0.252%
58 17.111 2400 2404 2409 rBV2 205401 263621 3.00% 0.549%
59 17.164 2409 2413 2418 rVB 103612 142620 1.62% 0.297%
60 17.369 2443 2448 2453 rBV 247776 378831 4.31% 0.788%
61 17.851 2526 2530 2537 rVB 190499 243618 2.77% 0.507%
62 18.027 2556 2560 2566 rVB2 96100 132747 1.51% 0.276%
63 18.268 2594 2601 2610 rBV 614771 1046300 11.90% 2.177%
64 18.480 2633 2637 2643 rBV 215789 321900 3.66% 0.670%
65 18.538 2644 2647 2652 rVB 153361 193511 2.20% 0.403%
66 19.167 2751 2754 2759 rBV 127135 150538 1.71% 0.313%
67 19.390 2787 2792 2795 rBV 286553 499625 5.68% 1.040%
68 19.531 2812 2816 2821 rBV 326231 410967 4.68%  0.855%
69 19.743 2849 2852 2856 rBV 115667 144560 1.64% 0.301%
70 19.978 2887 2892 2897 rVB 1032479 1319159 15.01% 2.745%
71 20.277 2940 2943 2947 rVB2 115397 126007 1.43% 0.262%
72 21.640 3172 3175 3183 rVB2 273386 435307 4.95% 0.906%
73 22.004 3233 3237 3246 rVB 277313 561768 6.39% 1.169%
74 22.398 3299 3304 3316 rVB 267976 782803 8.91% 1.629%
75 22.756 3359 3365 3382 rVB2 548950 1888700 21.49%  3.930%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N3059-01

Misc

ALS Vvial : 10 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-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 48055313

8270-BGO50522.M Fri May 27 16:19:47 2022 Pag 3



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

1200000

1000000

800000

600000

400000

200000

0

: 26 May 2022 17:04
: CG/IU
: N3@59-01

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
BG053720.D

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BG053720.D\data.ms

9.7

.095

8.76
7.166

74802

145
5.556

Q0
4.123 %04 5@03

N A
T 1T ‘ T T 1T ‘ T 1T ‘ T 17T ‘ T T T ‘ T T 1T ‘ T 1T ‘ T T ‘ T T 1T ‘ T T ‘ T T T ‘ T 1T ‘ T 1T ‘ T 1T ‘ UL
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Time-->
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1200000

1000000

800000

600000

400000

200000

3.00 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

TIC: BG053720.D\data.ms

19.978

22

21.6422.00%2 398

13.246 18.268

19.531

3.01
14.092

14.620
13143604 |

l \ 14.509
13/304
Lll

15.460

1 14.943 l 156

16.118

16.318

] 1@?@% 1l

19.390

(8.480 9.74

17. ]5117 36917 851

8 oz

20.277
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Time--> 1

Abundance

1200000

1000000

800000

600000

400000

200000

0

3.00 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

TIC: BG053720.D\data.ms

Time-->

8270-BGO50522.

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\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04

Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
3.095 68.09 ng 1062460 1,4-Dichlorobenzene-d4 7.982
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 25
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 18 (3.095 min): BG053720.D\data.ms (-12) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.2
T
‘ F ‘ 320 3.40
o_HwHH‘HHMwmui‘HHMwHH‘wwwwwww 43.15  39.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L B I B
43.0 320 3.40
87.0 55.15 27.57%
20 | boo ||
O‘HH‘HH‘HH‘HH‘H\\‘H\\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e T
320 3.40
5000 41.0 55.0 ITI 87.15 26.23%
27.0
0 L ‘ ‘ 112.0 129.0
_H‘_HwH‘wHH_‘H_HW‘HWHH‘HH_H‘_HWH‘WHH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9210: 1,3-Dioxolane, 2-propyl- —
73.0 320 3.40
41.15 12.65%
5000
45.0
ol 20 I 99.0 1150
Raa A A R e At e ARA AR R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 320 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.733 633.17 ng 8789000 Naphthalene-d8 10.796

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 50
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 50
4 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 43
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 42

Abundance Scan 1148 (9.733 min): BG053720.D\data.ms (-1086) (-) m/z 73.15 100.00%
2

73
5000
— —
‘ ‘ }15.1 9.50 10.00
ob b w/z 88.10  71.66%
m/z--> 50 100 150 200 250 300 350
Abundance #24098: Hexanoic acid, 2-ethyl-
73.0
5000 T —
9.50 10.00
29. m/z 41.15  40.44%
L) Lo
O\\‘\ “\‘\\\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #24164: 2-Ethyl-4-methylpentanoic acid
73.0
— —
9.50 10.00
5000 ITI/Z 57.15 31.92%
27H.C ‘ 16.0
T N —
m/z--> 50 100 150 200 250 300 350
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester T

T
43.0 88.0 9.50 10.00
m/z 55.15 28.48%

5000

EY

| 135.0173.0 214.0 272.0 313.0 355.!

T
m/z--> 50 100 150 200 250 300 350 9.50 10.00

0 \Mu ‘ ‘ h\\
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknown9.956 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.956 113.86 ng 1580560 Naphthalene-d8 10.796

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 46
2 Thiazole, 4,5-dihydro-2-methyl- 101 C4H7NS 002346-00-1 32
3 Cyclobutanecarboxylic acid, prop... 142 C8H1402 1000280-40-0 27
4 Butanoic acid 88 C4H802 000107-92-6 16
5 Rhamnose 164 C6H1205 003615-41-6 16

Abundance Scan 1186 (9.956 min): BG053720.D\data.ms (-1173) (-) m/z 55.15 100.00%

55.1
411 85.2
101.2
5000
69.
—
H M | 10.00
Obrrprrreprrrrprresttiepb el 2252 sz 43,15 96.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4549Isomnpyhsoﬂuocyanam
270 . 101.0
5000 1
86.0 10.00
‘ m/z 60.15 77.01%
0 \H’\‘\‘\\“H‘H"HH‘H‘H’\H‘! 1H\}!\H‘\1\\‘HH‘!‘H\‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4556: Thiazole, 4,5-dihydro-2-methyl-
60.0
—
101.0 10.00
5000 m/z 85.15 66.36%
45.0
R RSO  FR  HN -. 10  P—
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #22821: Cyclobutanecarboxylic acid, propyl ester T
55.0 10.00
101.0 m/z 41.15 63.81%
83.0
5000 27.0
0 ,,,69$ e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknownl1©.109 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.109 92.15 ng 1279130  Naphthalene-d8 10.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol, 2-methyl- 130 C8H180 021570-35-4 35
2 4-Heptanol, 2,6-dimethyl- 144 C9H200 000108-82-7 27
3 4-0Octanol 130 C8H180 000589-62-8 27
4 Glutaric acid, 3-methylbut-2-en-... 282 C16H2604 1000394-02-5 25
5 1,3-Dioxan-4-one, 2-(1-methyleth... 158 C8H1403 1000197-64-0 22
Abundance Scan 1212 (10.109 min): BG053720.D\data.ms (-1202) (-  m/z 69.15 100.00%
411 892
85.2
5000
— =
AL
0l Ml B L 1423 s 6p.15  84.55%
miz-> 20 40 60 80 100 120 140
Abundance #15710: 4-Heptanol, 2-methyl-
69.0
43.0
5000 — s
87.0
27.0 10.00 10.50
m/z 41.15 83.68%
Ot \‘\“ T \“"‘! T \‘ M“ \‘\N‘\ T \M T \1\1\2.\0| L
miz-> 20 40 60 80 100 120 140
Abundance #24435: 4-Heptanol, 2,6-dimethyl-
69.0
— —
10.00 10.50
m/z 55.15 76.96%
5000 43.0 87.0
27.0
R 1 O O -
miz--> 20 40 60 80 100 120 140
Abundance #15649: 4-Octanol — —
69.0 10.00 10.50
m/z 85.15 59.67%
5000 Lo 87.0
LA e e B R B ESA EE — —r—
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Octanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.408 88.17 ng 1223910 Naphthalene-d8 10.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 95
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 53
4 Heptanoic acid 130 C7H1402 000111-14-8 50
5 Butanoic acid 88 C4H802 000107-92-6 47

Abundance Scan 1263 (10.408 min): BG053720.D\data.ms (-1243) (- m/z 60.15 100.00%

60.1
5000 41.1
g5.2 101.2 U
10.50
22.1
Ob “;Hm”‘“ u‘u‘m“‘e ‘ u“m 2211892 h/y 7310 69.87%
m/z--> 20 40 60 80 100 120 140
Abundance #24056: Octanoic acid
60.0
5000 43.0 PN
10.50
101.0 m/z 41.15 44.29%
270 85.0
Ot T \H\ \H\‘\ \“U“\‘\‘\‘\ “‘H‘\ T \”‘ T \‘\ ‘1\2\9\0\1‘4\5\0\
m/z--> 20 40 60 80 100 120 140
Abundance #9146: Hexanoic acid
60.0
——
10.50
5000 m/z 43.15 42.47%
41.0 87.0
o380l Wl T mse
m/z--> 20 40 60 80 100 120 140
Abundance #4827: Butanoic acid, 3-methyl- 5
60.0 10.50
m/z 55.15 37.66%
5000 43.0
27.0 87.0
0 \\\‘\‘U\\HJ\\W”M J“‘lk““ e =
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Hexanoic acid, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.737 61.75 ng 857206 Naphthalene-d8 10.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 53
2 Octanoic acid, 2-methyl- 158 C9H1802 003004-93-1 53
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 42
4 2,3-Dimethylpentanoic acid 130 C7H1402 082608-03-5 40
5 Hexanoic acid, 5-methyl-, methyl... 144 C8H1602 002177-83-5 40
Abundance Scan 1319 (10.737 min): BG053720.D\data.ms (-1306) (- m/z 74.10 100.00%
74.1
5000 551 /\/U\
WL TERRST
129.1 : .
om_“3‘8‘;“»1“‘u‘w“_“”w”w““1‘46“1‘_ m/z 55.15 37.61%
miz--> 20 40 60 100 120 140 160
Abundance #15432: Hexan0|c acid, 2-methyl-
74.0
5000 —r —
43.0 10.50 11.00
m/z 41.15 35.82%
AP T
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 80 100 120 140 160
Abundance #35334. Octanoic acid, 2-methyl-
74.0
—— —
10.50 11.00
5000 m/z 83.15 26.78%
41.0
101.0
ol bl Wl LT 120 ase0
miz--> 20 40 60 80 100 120 140 160
Abundance #4829: Butanoic acid, 2-methyl- — T
74.0 10.50 11.00
m/z 57.10  24.05%
29.0 57.0
5000
bbbl b 102.0 o L
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00

8270-BGO50522.M Fri May 27 16:19:55 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04

Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 7 unknownl0.984 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.984 73.59 ng 1021560  Naphthalene-d8 10.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethylheptanoic acid 158 C9H1802 014272-47-0 40
2 3-Propylhexanoic acid 158 C9H1802 025110-61-6 38
3 7-Methyloctanoic acid 158 C9H1802 000693-19-6 35
4 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 35
5 Thiazole, 4,5-dihydro-2-methyl- 101 C4H7NS 002346-00-1 27

Abundance Scan 1361 (10.984 min): BG053720.D\data.ms (-1347) (- m/z 57.15 100.00%

57.1
5000 88.2
39 129.2 L
WAL L a2z
OF el L 41322 1588 s 73 10 78.15%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35314: 3-Ethylheptanoic acid
57.0
5000 LN
290 98.0 11.00
129.0 m/z 60.10 76.62%
: o
T \\‘\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #35315: 3-Propylhexanoic acid
57.0
T
11.00
5000 98.0 m/z 55.15 72.47%
"~ 1150
39
ol15.0 || | huu 4‘0\\ [ 141.0158.0
B Bsmare “““““‘H“““““‘_
m/z--> 20 40 100 120 140 160
Abundance #35318: 7—Methy|octanoic acid —
73.0 11.00
m/z 41.15 65.71%
55
5000
97.0 115.0
29.0 ‘ ‘ ‘ ‘ 143.0
A [ Y P T G AN
m/z--> 20 40 60 100 120 140 160 11.00

8270-BGO50522.M Fri May 27 16:19:56 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 4-Methyloctanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.295 261.55 ng 3630640 Naphthalene-d8 10.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyloctanoic acid 158 C9H1802 054947-74-9 80
2 Pentanoic acid, 4-methyl- 116 C6H1202 000646-07-1 53
3 5-Methyl-1-heptanol 130 C8H180 007212-53-5 22
4 Pentanoic acid, 4,4-dimethyl-3-o0... 158 C8H1403 055107-14-7 22

5 2,2-Dimethyl-3-pentanol, chlorod... 228 C9H15C1F202 1000376-26-4 16

Abundance Scan 1414 (11.295 min): BG053720.D\data.ms (-1380) (-  m/z 57.15 100.00%
57.1

73.2
411
5000
99.2
= —
11.00 11.50
129.2
) S “H:‘m“ “,‘ ‘ ‘H e 14207 m/z 43.15  83.81%
miz--> 20 40 60 80 100 120 140
Abundance #35313: 4-Methyloctanoic acid
57.0
41.0
73.0
5000 - —
101.0 11.00 11.50
m/z 55.15 76.80%
150 | H ul H ‘ 129.0
O\\‘\‘\‘\‘\\}‘\\‘\“"\‘\h\\“}‘\\f“‘\\\\‘\\‘\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #9223: Pentanoic acid, 4-methyl-
57.0
— —
74.0 11.00 11.50
5000 m/z 73.15  67.46%
41,0
o I o X I
miz--> 20 40 60 80 100 120 140
Abundance #15684: 5-Methyl-1-heptanol = —T
55.0 11.00 11.50
m/z 41.15 55.97%
83.0
5000
29.0
o ML AWENAY,
m/z--> 20 40 60 80 100 120 140 11.00 11.50

8270-BGO50522.M Fri May 27 16:19:57 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknownll.342 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.342 26.11 ng 362470  Naphthalene-d8 10.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Dodecyloxypropanoic acid, Me d... 272 C16H3203 1000497-89-8 35
2 Methyl propionate 88 C4H802 000554-12-1 27
3 2-[2-[2-[2-[2-[2-[2-(2-Methoxyet... 426 C19H38010 1000351-91-7 27
4 Ethyl 4-acetoxybutanoate 174 C8H1404 025560-91-2 27
5 2-[2-[2-[2-[2-[2-(2-Methoxyethox... 382 C17H3409 1010351-91-6 27

Abundance Scan 1422 (11.342 min): BG053720.D\data.ms (-1418) (- m/z 87.15 100.00%
1.2

43.1
5000
116.2 Lo —
143.2 11.00 11.50
0+ : m/z 88.15 88.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #163702: 3-Dodecyloxypropanoic acid, Me derivative
88.0
5000 = —=
11.00 11.50
57.0 17.0 m/z 43.15 80.87%
Ot ‘3\1\.\0““‘\‘\ \“w T WW\ W ‘\ 1‘“‘ [y \“ T \\1\4‘.\3\(\)\]‘-\6\9\\0‘ T \1\9\?\(\)\ Il \2\‘\1‘1\\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2286: Methyl propionate
57.0
29.0 M LN
11.00 11.50
m/z 41.15 75.77%
5000 88.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #315918: 2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]eth o —
87.0 11.00 11.50
m/z 59.15 58.40%
5000 59.0
N I N L I VI A W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BGO50522.M Fri May 27 16:19:58 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 unknownll.466

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.466 154.86 ng 2149670  Naphthalene-d8 10.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isodecyl methacrylate 226 C14H2602 029964-84-9 14
2 2,3-Octanediol 146 C8H1802 020653-90-1 14
3 1-Isobutyl-1H-pyrazol-5-ylamine 139 C7H13N3 003524-18-3 12
4 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 11
5 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 11

Abundance Scan 1443 (11.466 min): BG053720.D\data.ms (-1427) (-
4

m/z 41.15 100.00%

111 732
96.2
5000
e
h ‘H 11.50
0 “J‘m‘,uh wu‘mww_m_m_m‘ m/z 55.15  98.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106888: Isodecyl methacrylate
69.0
41.0
5000 T
111.0 11.50
m/z 57.15 87.91%
140.0
15.0 169.0 197.0
0' LTYJ#U\\“‘!“\\\"\\“\‘\‘\\\\}\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25524: 2,3-Octanediol
=
5%.0 83.0
e
11.50
5000 ITI/Z 73.15 84.52%
27.0
115.0
0 M b 1450
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20422: 1-Isobutyl-1H-pyrazol-5-ylamine —
96.0 11.50
m/z 96.15 67.83%
5000
139.0
41.0 69.0 ‘
oH‘_wtmwMm‘wm‘,HH_H‘W_WW_M S S W
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50

8270-BGO50522.M Fri May 27 16:19:59 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Nonanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.818 129.53 ng 1797956  Naphthalene-d8 10.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 58
2 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 50
3 3-Methyloctanoic acid 158 C9H1802 006061-10-5 43
4 Hexanoic acid 116 C6H1202 000142-62-1 43
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 43

Abundance Scan 1503 (11.818 min): BG053720.D\data.ms (-1490) (- m/z 60.10 100.00%
60.1

4

11
87.2
5000
115.1 — ——
‘ 11.50 12.00
0l MnuWVVWn‘Mﬂ“‘l,wh¥f¥3%5??‘ m/z 73.10  92.24%
40 6

-
>

m/z--> 20 0 80 100 120 140 160
Abundance #35298: Nonanoic acid
6Q.0

N

41.0
5000 = P
11.50 12.00
115.0 m/z 41.15 71.95%
87.0 ‘
0 15.0 \‘\ \‘ H‘H ‘H H‘u‘ , ‘ 1580
\\\‘\1\\ \\1\‘\\\\’\\\\’\\\\‘\\\\‘\\
40 6

miz-> 20 0 80 100 120 140 160

Abundance #15410: 3-Methyl-hexanoic acid
60.0

-

o \ \
11.50 12.00

43.0 m/z 57.15 68.60%

5000

o
cw O —
o0 ]|
o o
2
o

‘ | ‘ 115.0
R L e
m/z--> 20 40 6 100 120 140 160
Abundance #35319: 3-Methyloctanoic acid T

— ‘
57. 87.0 11.50 12.00

m/z 43.15 60.33%

5000

39 115.0

oltso | Ul I 130 A

— \
m/z--> 20 40 0 80 100 120 140 160 11.50 12.00

-

(2]

8270-BGO50522.M Fri May 27 16:20:00 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Butanoic acid, 2,2-dimethyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

11.959 25.87 ng 359090 Naphthalene-d8 10.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2,2-dimethyl-3-ox... 144 C7H1203 038923-57-8 50
2 Butanoic acid, 2,3-dimethyl-, et... 144 C8H1602 054004-42-1 38
3 Pentanoic acid, 2-methyl-, ethyl... 144 C8H1602 ©39255-32-8 38
4 2-[2-(2-Butoxyethoxy)ethoxy]ethy... 248 C12H2405 1000351-94-1 35
5 Bamifylline 385 C20H27N503 002016-63-9 27

Abundance Scan 1527 (11.959 min): BG053720.D\data.ms (-1522) (- m/z 87.15 100.00%

87.2
43.1
5000
71.2
—
1031 127.2 12.00
OF w‘i““ M‘w% “J‘ I . ‘1‘43‘2‘ m/z 102.15  95.50%
miz--> 20 40 60 80 100 120 140
Abundance #23918: Butanoic acid, 2,2-dimethyl-3-oxo-, methyl ester
102.0
43.0
5000 T
12.00
70.0 m/z 43.15 55.13%
O LI ‘2\7‘\.‘9 T ‘i“i‘\ \‘\‘ “ T \“‘\“\ ‘8\6.\0\ T ‘M\ T \‘\ ‘ L \1‘4\4.\0\
m/z--> 20 40 60 80 100 120 140
Abundance #24267: Butanoic acid, 2,3-dimethyl-, ethyl ester
43.0 102.0
74.0 —
12.00
5000 ITI/Z 41.15 40.92%
27,0
LA L
I | T RN N
miz--> 20 40 60 80 100 120 140
Abundance #24252: Pentanoic acid, 2-methyl-, ethyl ester ——
102.0 12.00
43.0 o
710 m/z 55.15 37.43%
5000
27,0
oot il 12001850 s
m/z--> 20 40 60 80 100 120 140 12.00

8270-BGO50522.M Fri May 27 16:20:01 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Decanoic acid, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.459 34.48 ng 478586  Naphthalene-d8 10.796
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, 2-methyl- 186 C11H2202 024323-23-7 90
2 Undecanoic acid, 2-methyl- 200 C12H2402 024323-25-9 83
3 Dodecanoic acid, 2-methyl- 214 C13H2602 002874-74-0 78
4 Nonanoic acid, methyl ester 172 C10H2002 001731-84-6 64
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 64

Abundance Scan 1612 (12.458 min): BG053720.D\data.ms (-1604) (-  m/z 74.10 100.00%

74.1
5000
41.1
=
129.1 12.50
101.2
o,,,,172,2 m/z 87.15 40.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60722: Decanoic acid, 2-methyl-
74.0
5000 T
12.50
41.0 m/z 41.15 26.21%
129.0
0 M‘ JlyJtoro T 186.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75742: Undecanoic acid, 2-methyl-
74.0
—r
12.50
5000 ITI/Z 55.15 19.83%
41.0
143.0
0180\‘ ‘\ “\\‘ A JOM0 1710 2000
“‘_“‘ e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92095: Dodecanoic acid, 2-methyl- ——
74.0 12.50
m/z 43.15 17.23%
5000
41.0
o M 101.0 ‘14‘30‘17‘10 214.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\‘\‘\ \‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

8270-BGO50522.M Fri May 27 16:20:01 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 n-Decanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.017 70.19 ng 1544960  Acenaphthene-d10 14.626
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 Alpha-1-rhamnopyranose 164 C6H1205 035810-56-1 53
3 Nonanoic acid 158 C9H1802 000112-05-0 53
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Octanoic acid 144 C8H1602 000124-07-2 50

Abundance Scan 1707 (13.017 min): BG053720.D\data.ms (-1691) (- m/z 60.10 100.00%

60.1
411
5000
129.1
RN
I Y
L e m/z 73.15  95.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #46966: n-Decanoic acid
73.0
129.0
5000 T ‘
43.0 13.00
m/z 41.15 63.70%
| \ || 1010 | 172.0
O\\\\‘\\\\“\‘\\Hl \‘}‘\‘\‘Ml\\\H“\\w\‘\\‘\\“\\\\‘\\}\‘
miz--> 20 40 60 80 100 120 140 160
Abundance #39953: Alpha-I-rhamnopyranose
60.0
T
13.00
5000 m/z 55.15 55.59%
29.0
110.0
i, 1470
0! it e e
miz--> 20 40 60 80 100 120 140 160
Abundance #35299: Nonanoic acid T ‘
60.0 13.00
m/z 43.15 53.15%
5000 41.0
115.0
87.0
m/z--> 20 40 60 80 100 120 140 160 13.00

8270-BGO50522.M Fri May 27 16:20:02 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Undecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.092 38.15 ng 839689  Acenaphthene-di10 14.626
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 87
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 Octanoic acid 144 C8H1602 000124-07-2 43
4 Heptanoic acid 130 C7H1402 000111-14-8 35
5 Hexanoic acid 116 C6H1202 000142-62-1 27

Abundance Scan 1890 (14.092 min): BG053720.D\data.ms (-1881) (- m/z 73.10 100.00%
3.1

41.1
5000
129.2 q“ﬁﬁ — ‘
97.2 ‘ ‘ 1572 14.00
om_m‘gu” Al e‘hh SN ) S ‘1‘8“‘?"2‘ = m/z 60.10 96.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60691: Undecanoic acid
60.0
5000 — :
29.0 14.00
85.0 129.0 1860 m/z 41.15  74.84%
0 \“”H“? \‘1“]“9\8“\.9‘ H‘\“\ T "1 \1\5\‘7‘(\)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46963: n-Decanoic acid
60.0
T \
14.00
so00] 220 m/z 43.15  74.45%
129.0
87.0
172.0
0 1080 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24060: Octanoic acid T ‘
60.0 14.00
m/z 55.15 69.42%
5000
101.0
SQ}F e
olzoy Wl Jidl | aea0 =
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.268 55.24 ng 1046300 Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 68

Abundance Scan 2601 (18.268 min): BG053720.D\data.ms (-2594) (-  m/z 73.15 100.00%

43.1 73.2
5000
129.2
213.3
o =5
| H HH 157218‘53 ‘ 256.3 18.00 18.50
om,w‘w‘wwh“umw:‘m_HwH‘H_Hu\mwmw‘w m/z 43.15  89.97%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — —
129.0 18.00 18.50
213.0 m/z 60.15 88.69%
‘ H 15701850‘
OJ\-\S\.’O\\‘l\ HH\H\h\‘\‘\HH\H"“\\H‘”h“\”\‘\\‘\\\\“H‘H‘\‘Hw“HH‘\‘H\‘HH“H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #92069: Tridecanoic acid
73.0
—r =
43.0 18.00 18.50
5000 129.0 m/Z 41.15 76.90%
171.0
oo AL
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —— —
43.0 ,73.0 18.00 18.50
m/z 57.15 74.69%
5000 129.0
199.0
e s T
o%ﬁﬁhuMHM‘MMmeuwuMM‘HJMJHJHW‘HWH‘WHH‘H —r— —
m/z--> 20 40 60 80 100120140160 180200220240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 9,12-Octadecadienoic acid (... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.390  26.38 ng 499625  Phenanthrene-d10 17.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 96
3 Linoelaidic acid 280 C18H3202 000506-21-8 96
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 96
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 89

Abundance Scan 2792 (19.390 min): BG053720.D\data.ms (-2787) (- m/z 67.15 100.00%
67.2

09.2 — —
19.00 19.50
0! ““Uw wilpZ. 2102 2808 385 . 5515 83.69%
mlz--> 50 100 150 200 250 300 350
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — —
19.00 19.50
2 09.0 m/z 41.15 79.70%
: 280.0
0 \“\ L““‘“‘“” “ \Hhﬂﬂwsﬁ?\ ;9\6‘0\ \23\6\(’)\ T 1 L B e
m/z--> 50 100 150 200 250 300 350
Abundance #173580: (9E,11E)-Octadecadienoic acid
67.0
— —r
19.00 19.50
5000 m/z 81.15  73.90%
09.0
2. H 00 280.0
0 BP0 aes028m0 |
miz-> 50 100 150 200 250 300 350
Abundance #173566: Linoelaidic acid “ T
67.0 19.00 19.50
m/z 57.15 56.26%
5000
09.0
29. ‘ 280.0
150. -
o ALY a0s0 T
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Heptadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.004 25.81 ng 561768 Chrysene-d12 21.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 86

Abundance Scan 3237 (22.004 min): BG053720.D\data.ms (-3233) (- m/z 57.15 100.00%
57.1

5000
U 1
‘ 140.3 22.00
210.3280.3 '
ol dbdbal L SP2200834734149 w2 43,15 62.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123958: Heptadecane
57.0
5000 —— |
22.00
m/z 71.15 62.41%
Lo 200
‘\HT[H\!‘11‘\Y‘H‘Hl\‘\\H‘HH‘\\H‘\H\‘HH‘HH‘HH‘\H\‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
U 1
22.00
5000 ITI/Z 85.15 44 .65%
o] l 127.0197.0267.0337.0  463.0 533.0 604.
A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane T ‘
57.0 22.00
m/z 41.15 28.41%
5000

7.0
0 ]1#1\1\119179‘ 30903790
P A e A e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 Tetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

22.398 35.97 ng 782803  Chrysene-di12 21.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 86
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 83
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 80
5 Nonadecane 268 C19H40 000629-92-5 74

Abundance Scan 3304 (22.398 min): BG053720.D\data.ms (-3299) (-  m/z 57.15 100.00%

57.1
5000
‘ 2256 22%6
140.3 . .
ob—id ‘H “‘w“‘ bo ). 2823 29892803 3409 . 7115  64.61%
mlz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
5000 — e
22.00 22.50
m/z 43.15  64.32%
41.0
O \“‘\ \‘ ‘ ‘ hh \h‘\h‘ \“ \Jr\ f ‘ \1\8\3\0‘?2\5\0\‘ T 1T ‘ T \:3\3§‘()\ L
m/z--> 50 100 150 200 250 300 350
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
— —r
22.00 22.50
5000 m/Z 85.15 48.13%
(s
ol d b b S SR
miz-> 50 100 150 200 250 300 350
Abundance #176396: Nonadecane, 9-methyl- — —
57.0 22.00 22.50
m/z 55.15 30.76%
5000
9.0 140.0
ol Ll | gmozsozero
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG052622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04

Operator : CG/JU

Sample : N30859-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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 20 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.756 86.78 ng 1888700  Chrysene-d12 21.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Octadecane 254 C18H38 000593-45-3 94
3 Eicosane 282 C20H42 000112-95-8 93
4 Tricosane 324 C23H48 000638-67-5 91
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91

Abundance Scan 3365 (22.756 min): BG053720.D\data.ms (-3359) (-  m/z 57.15 100.00%
57.1

5000 X/\\A\/\\M
} 22.50 23.00
13.2 . .
168.3 252.3 .
N “M‘M”M‘M it 209:3 3624 4290 m/7 71,15 64.69%
mlz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 U U
22.50 23.00
m/z 43.15 63.35%
0 ‘ “‘\‘\h‘\“‘\1\“1\6?\0\‘2\2\5\(\)‘\\2\9\6‘9\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane
57.0
—— —
22.50 23.00
5000 m/z 85.15 48.24%
1 10 100 2540
ol L[ 2890 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane T —
57.0 22.50 23.00
m/z 55.15 29.40%
e Mx/\xj\”\%/\\“M»%wvmw
13.0
o L0 00 a0 220
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@52622\
Data File : BG@53720.D

Acqg On : 26 May 2022 17:04
Operator : CG/JU

Sample : N3059-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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... 3.095 68.1 ng 1062460 1 7.982 312071 20.0
Hexanoic acid, ... 9.733 633.2 ng 8789000 2 10.796 277620 20.0
unknown9.956 9.956 113.9 ng 1580560 2 10.796 277620 20.0
unknown10.109 10.109 92.2 ng 1279130 2 10.796 277620 20.0
Octanoic acid 10.408 88.2 ng 1223910 2 10.796 277620 20.0
Hexanoic acid, ... 10.737 61.8 ng 857206 2 10.796 277620 20.0
unknown10.984 10.984 73.6 ng 1021560 2 10.796 277620 20.0
4-Methyloctanoi... 11.295 261.6 ng 3630640 2 10.796 277620 20.0
unknown11.342 11.342 26.1 ng 362470 2 10.796 277620 20.0
unknownll.466 11.466 154.9 ng 2149670 2 10.796 277620 20.0
Nonanoic acid 11.818 129.5 ng 1797950 2 10.796 277620 20.0
Butanoic acid, ... 11.959 25.9 ng 359090 2 10.796 277620 20.0
Decanoic acid, ... 12.459 34.5 ng 478586 2 10.796 277620 20.0
n-Decanoic acid 13.017 70.2 ng 1544960 3 14.626 440205 20.0
Undecanoic acid 14.092 38.1 ng 839689 3 14.626 440205 20.0
n-Hexadecanoic ... 18.268 55.2 ng 1046300 4 17.369 378831 20.0
9,12-Octadecadi... 19.390 26.4 ng 499625 4 17.369 378831 20.0
Heptadecane 22.004 25.8 ng 561768 5 21.634 435307 20.0
Tetracosane 22.398 36.0 ng 782803 5 21.634 435307 20.0
Heneicosane 22.756 86.8 ng 1888700 5 21.634 435307 20.0
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