LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acqg On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

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_ F\Methods\8270-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131474.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.252 21 28 34 rVB 520264 670326 25.85% 2.871%
2 2.363 40 47 49 rBV 44206 63208 2.44% 0.271%
3 2.387 49 51 56 rvB 41858 46467 1.79% 0.199%
4 4,551 415 419 423 rBV 75332 79698 3.07% 0.341%
5 5.175 512 525 528 rBV 1360340 1730651 66.75% 7.412%
6 5.563 586 591 594 rBV 2059174 1975518 76.19% 8.461%
7 5.628 594 602 607 rVB2 28580 70215 2.71% 0.301%
8 5.740 618 621 623 rBV 53220 43704 1.69% 0.187%
9 5.957 655 658 663 rvB 157557 126085 4.86% 0.540%
10 6.110 681 684 687 rBV 49109 45988 1.77% 0.197%
11 6.375 724 729 732 rVB2 69424 66685 2.57% 0.286%
12 6.569 747 762 765 rBV 1799613 2012600 77.62% 8.619%
13 6.657 775 777 781 rVB 116130 81520 3.14% 0.349%
14 6.945 822 826 829 rBV 691630 571781 22.05%  2.449%
15 7.140 852 859 860 rBV 48034 95389 3.68% 0.409%
16 7.157 860 862 867 rVB 152139 118582 4.57% ©.508%
17 7.304 880 887 890 rV2 64301 85785 3.31% 0.367%
18 7.345 891 894 898 rVB3 34353 41578 1.60% ©.178%
19 7.510 917 922 925 rVB 1436387 1403503 54.13% 6.011%
20 7.792 965 970 972 rBVv4 47007 64095 2.47% 0.274%
21 7.828 972 976 978 rVB 81920 88915 3.43% 0.381%
22 7.975 989 1001 1004 rBV3 136803 247429 9.54% 1.060%
23 8.051 1010 1014 1015 rBv4 38676 46149 1.78% 0.198%
24  8.139 1026 1029 1035 rBV3 174262 247208 9.53% 1.059%
25 8.234 1041 1045 1048 rBV 913618 817511 31.53% 3.501%
26 8.269 1048 1051 1055 rvv3 33799 51018 1.97% 0.218%
27 8.345 1060 1064 1066 rvv 88223 98809 3.81% 0.423%
28 8.422 1070 1077 1082 rVB5 48273 84912 3.27% 0.364%
29 8.504 1088 1091 1093 rBV2 32818 42051 1.62% 0.180%
30 8.539 1093 1097 1100 rVW2 65724 90790 3.50% 0.389%
31 8.592 1100 1106 1108 rVV 246199 309831 11.95% 1.327%
32 8.651 1111 1116 1122 rVBS5S 96684 145188 5.60% 0.622%
33 8.757 1131 1134 1137 rVB2 45973 51782 2.00% 0.222%
34 8.786 1137 1139 1141 rBV 39256 43007 1.66% ©.184%
35 8.857 1149 1151 1154 rVB3 42935 42390 1.63% 0.182%
36 8.916 1157 1161 1162 rBV4 52324 60753 2.34% 0.260%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acqg On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

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_ F\Methods\8270-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.934 1162 1164 1166 rVB2 61060 45990 1.77% ©.197%
38  9.004 1172 1176 1180 rBvV2 59438 76273  2.94% 0.327%
39 9.075 1184 1188 1191 rBV4 55255 83805 3.23% 0.359%
40 9.157 1199 1202 1205 rBV 213033 233271 9.00% 0.999%
41  9.222 1208 1213 1216 rBV5 51899 72644  2.80% 0.311%
42 9.251 1216 1218 1222 rVB4 71663 70346 2.71% 0.301%
43 9.316 1224 1229 1232 rBV 2817993 2592830 100.00% 11.104%
44  9.386 1236 1241 1243 rBV5 71832 90312 3.48% 0.387%
45  9.410 1243 1245 1248 rVB2 86776 70565 2.72%  ©.302%
46  9.486 1255 1258 1262 rVB3 75699 80187 3.09% 0.343%
47  9.681 1287 1291 1292 rBV 146667 168528 6.50% 0.722%
48 9.698 1292 1294 1300 rVB3 232392 289788 11.18% 1.241%
49 9.757 1302 1304 1308 rVB4 50440 41472 1.60% 0.178%
50 9.810 1311 1313 1316 rBV2 58884 64340 2.48% 0.276%
51 9.904 1327 1329 1334 rVB3 98187 119609 4.61% 0.512%
52 9.945 1334 1336 1339 rBV3 53592 71624 2.76% 0.307%
53 10.004 1342 1346 1349 rBV 976339 858166 33.10% 3.675%
54 10.069 1354 1357 1364 rBV7 47373 97512 3.76% 0.418%
55 10.128 1364 1367 1370 rBV3 50580 85264 3.29% ©.365%
56 10.180 1374 1376 1378 rVV3 99954 88509  3.41% 0.379%
57 10.210 1378 1381 1385 rVB2 225209 194445 7.50% 0.833%
58 10.251 1385 1388 1391 rBvV2 154882 170469 6.57% 0.730%
59 10.280 1391 1393 1397 rVB2 80655 82418 3.18% 0.353%
60 10.410 1412 1415 1416 rBV2 107483 99322 3.83% 0.425%
61 10.651 1453 1456 1460 rVB 189944 209896 8.10% 0.899%
62 10.798 1478 1481 1484 rBV 1432530 1275036 49.18% 5.461%
63 10.916 1497 1501 1504 rBV 752250 862783 33.28%  3.695%
64 11.392 1579 1582 1588 rVB 563568 687581 26.52%  2.945%
65 11.504 1598 1601 1604 rBV 899620 914660 35.28% 3.917%
66 13.110 1871 1874 1877 rVB 1251428 1136596 43.84% 4.868%

67 15.704 2312 2315 2322 rVB 389168 554419 21.38%  2.374%

Sum of corrected areas: 23349781
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131474.D\data.ms
4000000
3500000
3000000

2500000

5.563
2000000 6.569

1500000 5.175 7.510

1000000
2 250 6.945
5000001

T 4.551 8940° 7% 110 6375 6657 | 7156045

0 \W\‘HH’HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘\\H‘HH‘\H\‘\\H‘HH‘\H\‘\\H‘HH‘\\H‘H\\‘\\\\‘\\mu‘\u

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF131474.D\data.ms

13.110
4000000

3500000
3000000 9.316
2500000
2000000
1500000

1000000

500000

ok

— — — — — — —
Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF131474.D\data.ms

4000000
3500000
3000000
2500000
2000000
1500000
1000000 15.704

500000

O T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.252  23.45 ng 670326 1,4-Dichlorobenzene-d4 6.945

Hit# of 5 Tentative ID MW MolForm CAS# 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 28 (2.252 min): BF131474.D\data.ms (-21) (-) m/z 73.10 100.00%
73.1
5000 43.0
G m e
J 881 220 240 2.60
Ob e 87O L8817 43.00  40.67%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T Tt

220 240 260

43.0
‘ m/z 55.00 29.94%
270 88.0
O\‘\\\\‘\‘\\“\\\f‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 0 80 100 120
Abundance #15764 2 2,4- Tr|methyl -3-pentanol
73.0
i e
220 2.40 260
5000 55.0 m/z 87.10  25.70%
39
R | | b e 4120 1290
miz--> 0 20 40 60 80 100 120
Abundance #2245: Silane, tetramethyl- I E e
73.0 220 2.40 260

m/z 41.10 13.13%

5000
43.0

m/z--> 0 20 40 60 80 100 120 2. 20 240 2. 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.551 2.79 ng 79698  1,4-Dichlorobenzene-d4 6.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 80
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 419 (4.551 min): BF131474.D\data.ms (-415) (-) m/z 55.00 100.00%
55.0 83.0
5000 43.0
98.1
R EEE e RRRRE
4.20 4.40 4.60 4.80
l \\‘ , 67.0 o
Ot e e e e e e e e e m/z 83.00 95.60%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L LA B B BN B
43.0 98.0 4.20 4.40 4.60 4.80
29.0
m/z 43.00 42.45%
M‘\ H‘ | 67.0 |
0 H\‘\H\‘H}\‘\H‘\‘\H\‘HH‘HH‘HH“HH‘HH“HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R RN
290 43.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 34.65%
98.0
‘ J \‘\ \\ ‘ I 67.0 I
0 ““ i = RS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- T aammas e RRARS
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.00 28.65%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 Hw“wm“‘m;1”‘MMH““;w_lu_ww
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41

Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

Relative to ISTD R.T.

5.175 60.54 ng 1730650  1,4-Dichlorobenzene-d4 6.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

000123-42-2 50
000540-88-5 39
001116-98-9 25

4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 525 (5.175 min): BF131474.D\data.ms (-512) (-) m/z 42.95 100.00%

59.0
5000
1011 L L AL LA BN B R B
4.80 5.00 5.20 5.40
o 830 ;
ol e m/z 59.00  60.58%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B I LR I
59.0 4.80 5.00 5.20 5.40
m/z 101.10 17.92%
0 27\\\ Ll ’ 830 10‘10
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R AR ERRRE
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.00 15.45%
101.0
0“¥%?‘HM‘in“Mp““%%q“ T
miz-> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RAREEa L
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.01%
5000 41.0
0 \H \‘ \‘ if ‘ 12\6'0 142.0
T T e T R T
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T.
5.957 4.41 ng 126085 1,4-Dichlorobenzene-d4 6.945
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 38
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 12
4 N-Formylmorpholine 115 C5H9NO2 004394-85-8 12
5 3-Methoxy-3-methylbutanol 118 C6H1402 056539-66-3 10
Abundance Scan 658 (5.957 min): BF131474.D\data.ms (-655) (-) m/z 42.95 100.00%
3. 3.1
5000
N R ARERRERERES

| se1 a5.g 100.0 11‘5.0 5.60 5.80 6.00 6.20
O e b e e m/z 73.10 89.98%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #15498: 2-Pentanone, 4-methoxy-4-methy!-

5000 L L B L LI L B
5.60 5.80 6.00 6.20
m/z 40.95 11.99%
150 200 | seo | 100 B0
OH\‘H‘H‘\HHHH‘\1\\‘H\‘\“\H‘HH‘\‘H\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #843: Acetamide, N-methyl-
30.0 43.0 73.0
R EAAAAREaEa R
5.60 5.80 6.00 6.20
5000 58.0 m/z 115.00 10.21%
15.0
0“wm‘w‘ukhu‘ﬂﬁu‘HH,H‘W‘MW‘H‘_‘H_‘H‘H‘W‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2400: Propane, 2-methoxy-2-methyl- T
73.0 5.60 5.80 6.00 6.20
m/z 42.00 9.35%
5000
410 570
L
Ot e e e e S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 unknown6.657 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.657 2.85 ng 81520  1,4-Dichlorobenzene-d4 6.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Pyrrolidinecarboxaldehyde 99 C5HSNO 003760-54-1 47
2 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 43
3 Pyrrol-2(5H)-one, 4-acetyl-3-hyd... 374 C18H22N405 302566-41-2 37
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 35
5 1H-1,2,3,4-Tetrazol-5-amine, 1-m... 99 C2H5N5 005422-44-6 35
Abundance Scan 777 (6.657 min): BF131474.D\data.ms (-775) (-) m/z 43.00 100.00%
3.0
99.0
5000

Y R R
‘ 6.40 6.60 6.80 7.00
[

0 \\\UWW\c\}\\\\,\ e M/Z 99.00  69.34%

m/z--> 50 100 150 200 250 300 350
Abundance #3934: 1-Pyrrolidinecarboxaldehyde
43.0
99.0
5000 L L L L L I R
6.40 6.60 6.80 7.00
m/z 55.85 57.04%
O \“\‘!“““‘\‘\‘\\}\\\\’\\\\’\\\\’\\\\’\\\\’\\\
m/z--> 50 100 150 200 250 300 350
Abundance #3861: 4H-Imidazol-4-one, 2-amino-1,5-dihydro-
43.0 99.0
R
6.40 6.60 6.80 7.00
5000 ITI/Z 70.05 33.12%
m/z--> 50 100 150 200 250 300 350
Abundance #282626: Pyrrol-2(5H)-one, 4-acetyl-3-hydroxy-5-(3-nitro AP e e
99.0 6.40 6.60 6.80 7.00
m/z 56.00 30.21%
5000
56.0
0 | \“L L ‘ | 176.0 374.1
R e R e R A R R R RRaRREREaL AL DS S
m/z--> 50 100 150 200 250 300 350 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\

Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 unknown7.140

Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
7.140 3.34 ng 95389  1,4-Dichlorobenzene-d4 6.945
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentanoic acid, 4-oxo- 116 C5H803 000123-76-2 36
2 2-Pentenoic acid, 4-hydroxy- 116 C5H803 028525-83-9 9
3 .alpha.-Amino-.gamma.-butyrolactone 101 C4H7NO2 001192-20-7 7
4 2-Propanone, 1-(acetyloxy)- 116 C5H803 000592-20-1 5
5 Methyl glyoxal 72 C3H402 000078-98-8 4
Abundance Scan 859 (7.140 min): BF131474.D\data.ms (-852) (-) m/z 43.00 100.00%
3.0
56.0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
6.80 7.00 7.20 7.40
73.0 99.0 115.9 o
Obrr el e | M/Z 56.00  25.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9100: Pentanoic acid, 4-oxo-
43.0
5000 L L LR B B
56.0 6.80 7.00 7.20 7.40
m/z 45.00 10.11%
150 290 | 73‘-0 101.0 116.0
O\\‘\\\}‘\\\\‘\\\\‘f‘}f\[\f\‘\‘\\\\“\i\\’\\\\‘\\\\“‘\\\\’\\}\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9111: 2-Pentenoic acid, 4-hydroxy-
43.0
e AEEaRRRESS S
99.0 6.80 7.00 7.20 7.40
5000 m/z 55.00 5.95%
27.0 ,
71.0
O o 8402160
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4537: .alpha.-Amino-.gamma.-butyrolactone R AR Rmana AR
43.0 6.80 7.00 7.20 7.40
570 m/z 42.106  3.00%
28.0
5000
0 15\(\) \‘ H ul ‘ | 73.0 101.0
P T P e e T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

8270-BF112122.M Thu Dec 01 13:53:37 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Heptanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.304 3.00 ng 85785 1,4-Dichlorobenzene-d4 6.945

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 90
2 Hexanoic acid 116 C6H1202 000142-62-1 78
3 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 72
4 Pentanoic acid 102 C5H1002 000109-52-4 64
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 59
Abundance Scan 887 (7.304 min): BF131474.D\data.ms (-880) (-) m/z 60.00 100.00%
60.0
5000
41.0
87.0
| | 101.0 7.00 7.20 7.40 7.60
Ol il e L m/z 73.00  47.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15392: Heptanoic acid
60.0
5000 B e A AR RN
41.0 7.00 7.20 7.40 7.60
70 87.0 m/z 55.00 33.07%
O T ‘ TTTT ‘ T \H‘ TTT \‘i ! \‘\ T ‘ ‘\ TT HU\ 1 TT ‘ \w \‘\ ‘ T \]\-f)‘J\“HO\]’.%L\E?.\(‘)\ \]-\3\9.9\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9148: Hexanoic acid
60.0
R AR mmEaE R
7.00 7.20 7.40 7.60
m/z 41.05 29.11%
5000 270 410
1
0\\‘mW\1\“uu‘mWuHw‘m\‘{\M‘uu‘mmm,\m‘\m‘\m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9227: Pentanoic acid, 3-methyl- R AR R
60.0 7.00 7.20 7.40 7.60
m/z 43.00  26.37%
5000
41.0 87.0
bl WL amonse S L M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60

8270-BF112122.M Thu Dec 01 13:53:38 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41

Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
8.139 6.05 ng 247208 Naphthalene-d8 8.234
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 59
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 53
3 2-Hexanol 102 C6H140 000626-93-7 43
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 43
5 2-Propanol, 1-(2-butoxyethoxy)- 176 C9H2003 000124-16-3 38
Abundance Scan 1029 (8.139 min): BF131474.D\data.ms (-1026) (-) m/z 57.05 100.00%
57.0
99.0
5000 41.0
75.0 AR S S e
Ll H I \‘\ ‘ M | 127.0 Lol °
0 bl il m/z 45.00  90.73%
miz--> 20 40 60 80 100 120 140
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 290 L L R IR B
7.80 8.00 8.20 8.40
75.0 m/z 98.95 57.21%
100.0
04 \1\34\0“ ‘\‘ T "‘H‘\ \‘!‘”H\ \‘M\“ \“1‘\ T “\ T \1\312.\0‘ T
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
R A RaaRER
7.80 8.00 8.20 8.40
5000 m/z 41.05 41.93%
89.0
29.0
73
bl 70 L 190 g
m/z--> 20 40 60 80 100 120 140
Abundance #4961: 2-Hexanol R e
45.0 7.80 8.00 8.20 8.40
m/z 43.00 37.48%
5000
27.0 69.0
L, 87.0
] A . R a m e e
m/z--> 0 40 60 80 100 120 140 7.80 8.00 8.20 8.40

8270-BF112122.M Thu Dec 01 13:53:38 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Nonanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.592 7.58 ng 309831 Naphthalene-d8 8.234

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 56
2 Octanoic acid 144 C8H1602 000124-07-2 47
3 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 47
4 Pentanoic acid 102 C5H1002 000109-52-4 43
5 Hexanoic acid 116 C6H1202 000142-62-1 43

Abundance Scan 1106 (8.592 min): BF131474.D\data.ms (-1100) (-) m/z 60.00 100.00%

60.0
5000
115.1 ANt it s
‘ ‘ ‘ ‘ 8.20 8.40 8.60 8.80 9.00
ol Ml LS80 o mjz 73.00  69.66%
m/z--> 50 100 150 200 250 300 350
Abundance #35299: Nonanoic acid
60.0
5000 I L L B
8.20 8.40 8.60 8.80 9.00
115.0 m/z 57.00 58.80%
OL\4\J“\ ‘““ “H \‘“‘\ h““ \“\ ‘\ \1‘5§9\ L e e e
miz--> 50 100 150 200 250 300 350
Abundance #24056: Octanoic acid
60.0
AR R
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.00 46.21%
101.0
0150 WM‘ MH“ L0
m/z--> 50 100 150 200 250 300 350
Abundance #136248: Octanoic acid, silver(1+) salt Rmaas A R
60.0 8.20 8.40 8.60 8.80 9.00
m/z 55.05 42.61%
127.0
B WW
oLl g 2160 2730 SO T
m/z--> 50 100 150 200 250 300 350 8.20 8.40 8.60 8.80 9.00

8270-BF112122.M Thu Dec 01 13:53:39 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 unknown8.651 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.651 3.55 ng 145188 Naphthalene-d8 8.234

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 42
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 22
3 Ethane, isothiocyanato- 87 C3H5NS 000542-85-8 22
4 2,2-Dimethyl-5-hexen-3-o0l 128 C8H160 019550-89-1 22
5 Pivaloin 172 C10H2002 000815-66-7 14
Abundance Scan 1116 (8.651 min): BF131474.D\data.ms (-1111) (-) m/z 87.00 100.00%
87.0
43.0
71.
5000 0 1190 136.0
T
‘ ‘ ‘ ‘ Al 1030, 1570 8.40 8.60 8.80 9.00
S 1 Bl By SRS m/z 43.05  83.93%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18697: Benzoic acid, 4-methyl-
91.0 136.0
119.0
5000 L B L LI LN B
8.40 8.60 8.80 9.00
m/z 91.05 82.66%
39.0 65.0
O’\\\\“\‘\H\\““\‘\\\‘\\M!\‘\‘\\r‘[‘\\!“‘\\\\‘\
miz--> 20 40 80 100 120 140 160
Abundance #18707.Benzok:add,34neﬂwh
91.0
136.0 JV‘H‘H‘W“H‘H‘W‘H
8.40 8.60 8.80 9.00
5000 m/z 57.00 67.97%
119.0
65.0
45.0 “ I
Ol
m/z--> 20 40 60 80 100 120 140 160
Abundance #2077: Ethane, isothiocyanato- R ARNRERRE
29.0 59.0 87.0 8.40 8.60 8.80 9.00
' m/z 41.10 63.56%
B WJLW\WNJ
ok H‘ 1HM b S —
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00

8270-BF112122.M Thu Dec 01 13:53:41 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41

Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 n-Decanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.157 5.44 ng 233271  Acenaphthene-di0 10.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 n-Decanoic acid 172 C10H2002 000334-48-5 91
2 Octanoic acid 144 C8H1602 000124-07-2 64
3 Hexanoic acid 116 C6H1202 000142-62-1 53
4 D-Fucose 164 C6H1205 003615-37-0 53
5 Nonanoic acid 158 C9H1802 000112-05-0 53
Abundance Scan 1202 (9.157 min): BF131474.D\data.ms (-1199) (-) m/z 60.00 100.00%
60.0
5000 410
129.0
83.0 S e T
8.80 9.00 9.20 9.40
1 1500
0 Lt | 18001721 0 e 81074
m/z--> 20 40 60 80 100 120 140 160
Abundance #46963: n-Decanoic acid
60.0
41.0
5000 L LR LI B I BN B
8.80 9.00 9.20 9.40
‘ 129.0 m/z 43.00 61.66%
87.0
172.
O \\\’\\q\‘\’\\\\’\]_\s\z\o’\\\\o’
miz--> 20 40 60 80 100 120 140 160
Abundance #24056: Octanoic acid
60.0
T aammaa e RARAR
8.80 9.00 9.20 9.40
m/z 41.00 50.87%
5000 41.0
101.0
ol2so | |l \@,,1290,,
miz--> 20 40 60 100 120 140 160
Abundance #9146.Hexanok:add T
60.0 8.80 9.00 9.20 9.40
m/z 55.00 45.98%
5000
41.0 87.0
o‘@;HWw‘mm,“l‘lré;qw\,W,W
m/z--> 20 60 80 100 120 140 160 8.80 9.00 9.20 9.40

8270-BF112122.M Thu Dec 01 13:53:43 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 2(3H)-Furanone, dihydro-5-m... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.681 3.93 ng 168528  Acenaphthene-di0 10.004

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(3H)-Furanone, dihydro-5-methyl... 156 C9H1602 010200-21-2 64
2 2(3H)-Furanone, 5-ethyldihydro-5... 128 C7H1202 002865-82-9 59
3 1,3,2-Dioxaborolane, 2,4-diethyl- 128 C6H13B02 057633-63-3 59
4 Furan, 2,5-dihydro-2,5-dimethoxy- 130 C6H1003 000332-77-4 58
5 Phosphoric acid, monododecyl ester 266 C12H2704P 002627-35-2 53

Abundance Scan 1291 (9.681 min): BF131474.D\data.ms (-1287) (-) | | m/z 99.00 100.00%

94.0
50000 430

\ T
69.0 12511450 9.50 10.00
0 bl g2 2000 1680 19410 Thyy 43,00 40.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33944: 2(3H)-Furanone, dihydro-5-methyl-5-(2-methylpr
99.0
43.0
5000 — e
9.50 10.00

m/z 55.00 17.82%

oo B0 141.0
il |
‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #14136: 2(3H)-Furanone, 5-ethyldihydro-5-methyl-
99.0

T
9.50 10.00

o

5000 43.0 m/z 41.00 15.08%
73.0
0 ‘»m,m\\1\‘W‘,\M‘;“‘\‘,1‘2‘8‘-9_”‘_m_m |
m/z--> 20 60 80 100 120 140 160 180
Abundance #13875: 1,3,2-Dioxaborolane, 2,4-diethyl- —— ——
99.0 9.50 10.00

m/z 69.05 14.40%

5000
43.0

‘ : 128.0
0 ‘“HJ,“HJ:MHH,Wu;‘Hu,ww_m_m_‘H ‘ —

T
m/z--> 20 60 80 100 120 140 160 180 9.50 10.00

8270-BF112122.M Thu Dec 01 13:53:44 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Undecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.698 6.75 ng 289788  Acenaphthene-di0 10.004

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 93
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Octanoic acid 144 C8H1602 000124-07-2 49
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 1294 (9.698 min): BF131474.D\data.ms (-1292) (-) m/z 60.00 100.00%
6

0.0
5000
83.0 129.1

o
I I AL S
e SR Ll Wt b T mjz 73.00 82.09%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60690: Undecanoic acid
60.0

o

5000 T =
29.0 100 9.50 10.00
87.0 ' m/z 41.05 60.29%
| MH \ ‘ ‘ 1570 1860
0- H‘H\‘\‘\‘MH‘\\‘“\‘\\‘MH“HH‘\‘H\‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75716: Dodecanoic acid
60.0
—— —
9.50 10.00
m/z 55.00 59.04%
5000 129.0 /
29.0 85.0 157.0
200.0
0 Lﬂmon$
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46965: n-Decanoic acid T —
60.0 9.50 10.00

m/z 57.05 46.89%

5000 129.0
290 87.0

| M‘ L M‘ L 172.0

M m M u“
0

m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00

8270-BF112122.M Thu Dec 01 13:53:45 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41

Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 unknown9.904 Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
9.904 2.79 ng 119609  Acenaphthene-di0 10.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Acetylbenzoic acid 164 C9H803 000577-56-0 42
2 2-((Pentan-2-yloxy)carbonyl)benz... 236 C13H1604 158703-44-7 35
3 Phthalic acid, ethyl pentadecyl ... 404 C25H4004 1000308-93-3 35
4 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000085-69-8 35
5 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 35
Abundance Scan 1329 (9.904 min): BF131474.D\data.ms (-1327) (-)| | m/z 149.00 100.00%
149.0
43.0 99.0
5000
69.0
123.1 193.2 ——
10.00
0! m/z 99.00 62.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40372: 2-Acetylbenzoic acid
149.0
5000 1
10.00
430 770 1050 m/z 43.00  55.82%
0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #118177: 2-((Pentan-2-yloxy)carbonyl)benzoic acid
149.0
——
10.00
5000 m/z 55.00 34.00%
450 760 1040
ob190 Tl L | 130
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #304917: Phthalic acid, ethyl pentadecyl ester ——
149.0 10.00
m/z 58.00 31.44%
5000
177.0
43.0
Ol O8O L 2R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

8270-BF112122.M Thu Dec 01 13:53:45 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Dodecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.210 4.53 ng 194445  Acenaphthene-di0 10.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Nonanoic acid 158 C9H1802 000112-05-0 64

Abundance Scan 1381 (10.210 min): BF131474.D\data.ms (-1378) (- m/z 73.00 100.00%

430 | 73.0
5000
1290 1574

“ 101.0 10,00 1050

200.2
el m/z 60.00  99.64%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 17 Hexanoic acid, 4-tetradecyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.251 3.97 ng 170469  Acenaphthene-di0 10.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 4-tetradecyl ester 312 C20H4002 1000279-29-8 59
2 Hexanoic acid, 4-tridecyl ester 298 C19H3802 1000279-29-3 53
3 2(3H)-Furanone, 5-butyldihydro-4... 156 C9H1602 055013-32-6 50
4 trans-3-Methyl-4-octanolide 156 C9H1602 039638-67-0 49
5 Furan, 2,5-dihydro-2,5-dimethoxy- 130 C6H1003 000332-77-4 43

Abundance Scan 1388 (10.251 min): BF131474.D\data.ms (-1385) (- m/z 99.00 100.00%

99.0
71.1

—r—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 Sulfurous acid, butyl tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.651 4.89 ng 209896  Acenaphthene-die 10.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 64
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
3 Heptacosane 380 C27H56 000593-49-7 59
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 59
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 59

Abundance Scan 1456 (10.651 min): BF131474.D\data.ms (-1453) (- m/z 57.10 100.00%
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41

Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 19 Dodecane, 2,7,10-trimethyl- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
10.916 18.87 ng 862783 Phenanthrene-d10 11.504
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 68
2 Decane, 2-methyl- 156 C11H24 006975-98-0 68
3 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 62
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 58
5 Heptacosane 380 C27H56 000593-49-7 58

Abundance Scan 1501 (10.916 min): BF131474.D\data.ms (-1497) (- m/z 57.10 100.00%
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57.0 11.00
m/z 41.05 22.01%
5000
85.0
b, 801410 183021195400
R L R AAARARESEE S S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00

8270-BF112122.M Thu Dec 01 13:53:49 2022 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acq On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.392 15.03 ng 687581  Phenanthrene-di0 11.504
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
Abundance Scan 1582 (11.392 min): BF131474.D\data.ms (-1579) (- m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF113022\
Data File : BF131474.D

Acqg On : 30 Nov 2022 16:41
Operator : CG\JU

Sample : N5799-01

Misc :

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.252 23.4 ng 670326 1 6.945 571781 20.0
3-Penten-2-one,... 4,551 2.8 ng 79698 1 6.945 571781 120.0
2-Pentanone, 4-... 5.175 60.5 ng 1730650 1 6.945 571781 20.0
2-Pentanone, 4-. 5.957 4.4 ng 126085 1 6.945 571781 20.0
unknown6.657 6.657 2.9 ng 81520 1 6.945 571781 20.0
unknown?7.140 7.140 3.3 ng 95389 1 6.945 571781 20.0
Heptanoic acid 7.304 3.0 ng 85785 1 6.945 571781 20.0
Ethanol, 2-(2-b.. 8.139 6.0 ng 247208 2 8.234 817511 20.0
Nonanoic acid 8.592 7.6 ng 309831 2 8.234 817511 20.0
unknown8.651 8.651 3.5 ng 145188 2 8.234 817511 20.0
n-Decanoic acid 9.157 5.4 ng 233271 3 10.004 858166 20.0
2(3H)-Furanone, .. 9.681 3.9 ng 168528 3 10.004 858166 20.0
Undecanoic acid 9.698 6.8 ng 289788 3 10.004 858166 20.0
unknown9.904 9.904 2.8 ng 119609 3 10.004 858166 20.0
Dodecanoic acid 10.210 4.5 ng 194445 3 10.004 858166 20.0
Hexanoic acid, 10.251 4.0 ng 170469 3 10.004 858166 20.0
Sulfurous acid,... 10.651 4.9 ng 209896 3 10.004 858166 20.0
Dodecane, 2,7,1... 10.916 18.9 ng 862783 4 11.504 914660 20.0
Heptadecane, 2,... 11.392 15.0 ng 687581 4 11.504 914660 20.0
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