LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124155.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.116 3 5 10 rVB 1324298 1319569 8.15% 1.164%
2 5.334 550 552 554 rVB 373984 261190 1.61% 0.230%
3 5.498 575 580 585 rBV 826113 1010283 6.24% 0.891%
4 5.875 635 644 646 rBV4 242021 703045 4.34% 0.620%
5 6.040 661 672 675 rBV5 259822 665462 4.11% 0.587%
6 6.098 680 682 684 rVB 291782 202791 1.25% 0.179%
7 6.204 692 700 704 rBV2 697548 1063899 6.57% 0©.938%
8 6.534 748 756 762 rBv2 588398 1105891 6.83% 0.975%
9 6.745 787 792 794 rVWV4 216994 463400 2.86% 0.409%
10 6.781 796 798 802 rVB2 282137 218933 1.35% 0.193%
11 6.863 809 812 816 rVB 294865 249098 1.54% 0.220%
12 6.963 823 829 834 rBV 1005998 1256943 7.77% 1.109%
13 7.034 837 841 846 rVB 547665 505719 3.12% 0.446%
14 7.292 878 885 886 rBV3 600403 995149 6.15% 0.878%
15 7.351 893 895 897 rVB 321382 215590 1.33% 0.190%
16 7.434 903 909 911 rVB 861378 998781 6.17% 0.881%
17 7.487 913 918 923 rVB 1247052 1497731 9.25% 1.321%
18 7.587 928 935 936 rBV 1069292 1344501 8.31% 1.186%
19 7.645 942 945 946 rvVB 513905 374969 2.32% 0.331%
20 7.687 946 952 954 rBV3 1156987 2139764 13.22% 1.887%
21 7.704 954 955 964 rVB2 1583740 1708621 10.56% 1.507%
22 7.792 964 970 973 rBv4 696971 1224509 7.57% 1.080%
23 7.822 973 975 979 rVB2 452661 511721 3.16% 0.451%
24 7.904 982 989 991 rBV5 553277 936788 5.79% 0.826%
25 8.098 997 1022 1023 rBV5 2016943 10107266 62.45%  8.915%
26 8.192 1036 1038 1043 rVB3 5466540 8167047 50.46% 7.204%
27 8.298 1043 1056 1058 rBV3 2154336 6864523 42.41% 6.055%
28 8.316 1058 1059 1063 rVB3 577464 466385 2.88% 0.411%
29 8.345 1063 1064 1065 rVB 622894 219882 1.36% 0.194%
30 8.434 1065 1079 1080 rBV5 6578619 16185709 100.00% 14.277%
31 8.492 1087 1089 1092 rVB 7629635 5932362 36.65% 5.233%
32 8.575 1101 1103 1105 rBV 633337 544149 3.36% 0.480%
33 8.622 1109 1111 1114 rBV 988895 1169986 7.23% 1.032%
34 8.745 1129 1132 1140 rVB7 1750521 3656483 22.59%  3.225%
35 8.822 1142 1145 1146 rBV2 812682 744158 4.60% 0.656%

36 8.957 1165 1168 1170 rVB2 693924 710824 4.39% 0.627%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.028 1178 11860 1182 rVB 1134059 791219 4.89% 0.698%
38 9.051 1182 1184 1185 rVv2 352471 223302 1.38% ©.197%
39  9.069 1185 1187 1190 rVB2 1088162 1197337 7.40% 1.056%
40  9.122 1190 1196 1202 rVB7 1400584 2628556 16.24% 2.319%
41 9.163 1202 1203 1206 rVB2 568555 259204 1.60% ©.229%
42  9.210 1209 1211 1212 rBV 529098 445171 2.75% 0.393%
43  9.234 1212 1215 1218 rBV 1860559 1500960 9.27%  1.324%
44 9,322 1218 1230 1232 rBV3 2080743 5881929 36.34% 5.188%
45 9.416 1243 1246 1248 rBV3 284123 387824  2.40%  ©.342%
46  9.469 1253 1255 1258 rvv2 238987 235332 1.45% ©.208%
47  9.510 1258 1262 1268 rVB2 503314 672157 4.15% ©.593%
48 9.639 1281 1284 1290 rVB2 185356 241432 1.49% 0.213%
49  9.757 1290 1304 1306 rBV2 1607950 4303408 26.59% 3.796%
50 9.839 1314 1318 1321 rBV3 209369 268020 1.66% ©.236%
51 9.910 1323 1330 1333 rBV2 658464 883037 5.46% ©.779%
52 9.986 1340 1343 1347 rBV3 241053 282346 1.74% 0.249%
53 10.186 1369 1377 1381 rBV 690053 1011046 6.25% ©.892%
54 10.328 1397 1401 1405 rVB3 164371 202612 1.25% ©.179%
55 10.710 1462 1466 1473 rVB 1143250 1191212 7.36% 1.051%
56 10.804 1477 1482 1492 rVB 388561 694744  4.29% 0.613%
57 10.957 1505 15e8 1511 rBV 259610 250719 1.55% ©0.221%
58 11.080 1524 1529 1535 rVB4 228173 338781 2.09% ©.299%
59 11.298 1562 1566 1570 rVB 354481 398900 2.46% 0.352%
60 11.369 1573 1578 1581 rVV 2468667 2382877 14.72%  2.102%
61 11.398 1581 1583 1588 rVV 431573 401888 2.48% ©.354%
62 11.463 1590 1594 1599 rVB 1549461 1432213 8.85% 1.263%
63 11.551 1606 1609 1616 rBV 494874 451215 2.79% 0.398%
64 11.751 1640 1643 1646 rVB 551988 501360 3.10% ©0.442%
65 11.939 1668 1675 1681 rBV 850281 1076187 6.65% ©.949%
66 12.039 1688 1692 1694 rBV 278794 269296 1.66% 0.238%
67 12.727 1804 1809 1818 rVB 1085404 1386742 8.57% 1.223%
68 12.874 1831 1834 1842 rVB 460737 542329 3.35% ©.478%
69 12.980 1848 1852 1855 rBV 1351840 1122093 6.93%  0.990%
70 13.469 1927 1935 1942 rBV 1803960 3140483 19.40% 2.770%
71 14.039 2029 2032 2034 rVB 258199 233737 1.44%  ©.206%

72 15.527 2281 2285 2294 rVB 233768 398731 2.46% 0.352%

Sum of corrected areas: 113371520
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\

BF124155.D
7 Jun 2021 14:01
Ju/CG
¢ M2583-22
: 6 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

0

TIC: BF124155.D\data.ms

116

5.498

5334 6.204 534

5.875 009 667A%63

Time-->
Abundance

8000000

6000000

4000000

2000000

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

TIC: BF124155.D\data.ms

8.492

8.192

8.29

0
Time-->
Abundance

8000000

6000000

4000000

2000000

—— — — —— — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF124155.D\data.ms

13.469

14.039 15.527

Time-->
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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\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.116 105.95 ng 1319570 1,4-Dichlorobenzene-d4 6.863

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 38
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 28
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 5 (2.116 min): BF124155.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000
43.0 55.1
87.1
RARARERRaRssEasEIEE
‘ ‘ 2.202.302.402.50
O et L w2 a3.es 39.48%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R R RN R
43.0 2.202.30 2.40 2.50
~ 850 87.0 m/z 55.10  33.81%
2 |l
O\\‘\\\\‘\\\”“\\\\“}\‘\\‘\\\‘\“\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
R RRRRRERRERSS S
41.0 87.0 2.202.30 2.40 2.50
Y B5.0 S
5000 m/z 87.10 26.04%
29.0
150 ‘W\ ‘ ‘\ w
ot e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol R RERRREE
73.0 2.202.302.402.50
71.10  14.29%
55.0 m/z
43.0
5000
27.0
so |||
O e e e e e S EEEESERESEERERES
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butanoic acid, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.875 56.45 ng 703045 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 59
3 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 59
4 1-Propanol, 2,2-dimethyl- 88 C5H120 000075-84-3 14
5 Propanoic acid 74 C3H602 000079-09-4 9
Abundance Scan 644 (5.875 min): BF124155.D\data.ms (-635) (-) m/z 74.00 100.00%
74.0
57.1
41.0
5000
95.0 D ARRANE e
‘ | H ‘ ‘ 0 1101 5.60 5.80 6.00 6.20
Obrrrprrrrprrrrprrttdregstib kel e by m/z 0 57.100 73.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4278: Butanoic acid, 2-methyl-
74.0
29.0 57.0
5000
5.60 5.80 6.00 6.20
‘ m/z 41.00 59.78%
0 H\‘H‘-\i‘\\1!}‘\\\i‘i“\‘\\‘\‘\‘!}‘H\\“\"\\’\\\\‘\\H‘H.H‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8128: Pentanoic acid, 2-methyl-
74.0
A Ra AR ARE TS
5.60 5.80 6.00 6.20
5000 43.0 m/z 39.00 21.49%
27.0
oo 20 | 1030170
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13442: Hexanoic acid, 2-methyl- e ARREE RSN
74.0 5.60 5.80 6.00 6.20
m/z 87.10 20.79%
5000
27.0 43.0
o H s | | a0m0 a0
A Raat L T Raea Eena N ARAREEaEELE R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Hexanoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.040 53.43 ng 665462 1,4-Dichlorobenzene-d4 6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 72
2 Butanoic acid 88 C4H802 000107-92-6 64
3 Pentanoic acid 102 C5H1002 000109-52-4 64
4 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 42
5 4-Bromobutyric acid 166 C4H7Bro02 002623-87-2 40

Abundance Scan 672 (6.040 min): BF124155.D\data.ms (-661) (-) m/z 60.00 100.00%
60.0

R RN R R
‘H NEr 90 ., 5.80 6.00 6.20 6.40
Obrrrrrrrrrrerebepllly JEO L 1401280 0 43 00 49.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8069: Hexanoic acid
60.0
5000 UL L L I I BN L
27.0 410 5.80 6.00 6.20 6.40
m/z 73.00 33.85%
87.0
O H‘HH‘\\}‘\“\H\‘i!\\\‘\\h‘\ ‘HH‘i\1H’H\‘\‘Hl\\o‘]\“\(\)\]‘-;\s\?(‘)\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2020: Butanoic acid
60.0
PO e N
5.80 6.00 6.20 6.40
5000 m/z 41.00 23.48%
27.0 41.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4246: Pentanoic acid  RREmaE e R
60.0 5.80 6.00 6.20 6.40
m/z 45.00 17.20%
5000
27.0 41.0
ool b 740 a010
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 2-Propanol, 1-butoxy- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.204 85.42 ng 1063900 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 83
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
4 Hexane, 1-methoxy- 116 C7H160 004747-07-3 43
5 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 42
Abundance Scan 700 (6.204 min): BF124155.D\data.ms (-692) (-) m/z 57.05 100.00%
57.0
5000 411
87.1
R e R
5.80 6.00 6.20 6.40 6.60
1) \‘ 730 117.2 9
O et et et e e e e e m/z 45.10 80.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14430: 2-Propanol, 1-butoxy-
45.0
5000 ‘\H\‘H\\’H\\‘\Hﬂ/\wﬁ
5.80 6.00 6.20 6.40 6.60
29.0 87.0
m/z 41.10 46.19%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13749: Butane, 1-(1-methylpropoxy)-
57.0

5.80 6.00 6.20 6.40 6.60
5000 m/z 87.10 31.34%

41.Q
101.0
6 260 || | 70 1300
v e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4465: 3,3-Dimethylbutane-2-ol
57.0 5.80 6.00 6.20 6.40 6.60

m/z 56.05 31.08%

5000
87.0

150 || ||, 102.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40 6.60

o
IN
=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On 7 Jun 2021 14:01

Operator Ju/caG

Sample : M2583-22

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Hydrazine, 1,2-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
6.745 37.21 ng 463400 1,4-Dichlorobenzene-d4 6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 64
2 Butanoic acid 88 C4H802 000107-92-6 38
3 Pentanoic acid 102 C5H1002 000109-52-4 38
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 38
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 38

Abundance Scan 792 (6.745 min): BF124155.D\data.ms (-787) (-) m/z 60.00 100.00%

450 60Q.0
5000
73.0
TR
‘ ‘ 87‘-0 1010 6.40 6.60 6.80 7.00
Ol il bl e BOL0 - hys 45,05 87.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #276: Hydrazine, 1,2-dimethyl-
45.0 60.0
30.0
5000 L L NN B LA L I
6.40 6.60 6.80 7.00
m/z 73.00 36.29%
15.0 ‘
O\\\‘\\MH‘\\}M“\\\\‘M!‘V‘\‘\\\w“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2020: Butanoic acid
60.0
e P e R e
6.40 6.60 6.80 7.00
5000 m/z 43.00 35.38%

27.0 410
bl 83.0

m/z-->

Abundance

m/z-->

5000

10 20 30 40 50 6

0 70 80 90 100 110

#4247 Pentanoic acid

60

29.0 41.0

.0

73.0

87.0 101.0

o
~
w
o

6.40 6.60 6.80 7.00
m/z 55.10  25.61%

2

10 20 30 40 50 6

0 70 80 90 100 110

8270-BF060321.M Tue Jun 08 11:23:26 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.963 100.92 ng 1256940 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 74
3 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 56
4 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 50
5 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 50
Abundance Scan 829 (6.963 min): BF124155.D\data.ms (-823) (-) m/z 57.10 100.00%
57.1
5000
41.0
| 87-0 08.1 6.60 6.80 7.00 7.20
ol el e m/z 41.e0  33.92%
miz-> 20 40 60 80 100 120 140
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 L L BN B
41.0 6.60 6.80 7.00 7.20
83.0 m/z 55.05  28.50%
98.0
O T \1\8.’0\ ‘\“\ \“‘\ T T \“‘\ T “‘1 L \“ \171}3\-()‘ L ‘ T
miz-> 20 40 60 80 100 120 140
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0
o AANBALRa e
6.60 6.80 7.00 7.20
5000 m/z 43.05 25.36%
41,0
‘ 83.0
ol 1801 L | %0u30
miz--> 20 40 60 80 100 120 140
Abundance #19207: Heptane, 2,3,6-trimethyl- T
57.0 6.60 6.80 7.00 7.20
m/z 56.10 22.11%
5000
41.0
oH‘,2‘6»\9m‘\u‘m!““‘\\“8‘3‘-\9?‘8;0“H_mlatz‘-o
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On 7 Jun 2021 14:01

Operator : JU/CG

Sample : M2583-22

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Eucalyptol Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.034 ase.c0ng 505719  1,4-Dichlorobenzene-d4  6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bwealyptol 154 CloH180 000470-82-6 70
2 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 47

3 4,5-Heptadien-2-0l, 3,3,6-trimet... 154 C10H180
4 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302
5 2-Acetonylcyclohexanone 154 C9H1402

Abundance Scan 841 (7.034 m
3.0

in): BF124155.D\data.ms (-837) (-)

060432-69-1 43
1000058-17-6 35
006126-53-0 22

m/z 43.00 100.00%

81.1
5000 111.1
139.1
e e
ﬁ'l ‘ H ‘ 145 5 6.80 7.00 7.20 7.40
0l m‘wm“‘g“ i Al IR s m/z 8l.10 67.11%
miz--> 20 40 60 80 100 120 140 160
Abundance #26622: Eucalyptol
43.0
81.0
5000 108.0 SN GO LA
139.0 6.80 7.00 7.20 7.40
9.0 m/z 67.00 54.71%
7o | Al \
O\ ‘ \‘\‘\ \‘i‘l‘ T HM!‘H‘ \“\w \“‘f‘\‘ T M‘\“ \U} T “ \“\ T 1 i T \]-\5?.‘0\
miz--> 20 40 60 80 100 120 140 160
Abundance #16909: 9-Methylbicyclo[3.3.1]Jnonane
81.0
N EARRRaEEs aURAts
6.80 7.00 7.20 7.40
5000 410 m/z 71.60  42.49%
123.0
ﬂ .0 ar.0 ‘
o N PO O A N
miz--> 20 40 60 80 100 120 140 160 k
Abundance #26811: 4,5-Heptadien-2-ol, 3,3,6-trimethyl- R RRERERE L
67.0 6.80 7.00 7.20 7.40
111.0 m/z 111.10 41.05%
5000 4L.0 95.0
154.0
04 ‘25@‘ ‘\‘;‘\;M‘ \M‘M‘ ‘H‘\ o HM\‘ ‘H;‘} . “‘ ‘]"3‘7\"0‘ . \‘H =
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40

8270-BF060321.M Tue Jun 08 11:23:27 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown7.487 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.487 120.25 ng 1497730 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 43
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 43
3 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 43
4 1-Octene, 6-methyl- 126 C9H18 013151-10-5 42
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 38
Abundance Scan 918 (7.487 m|n) BF124155.D\data.ms (-913) (-) m/z 55.05 100.00%
5]:
41.0 701
5000 97.0
S RRRREESE R
‘ ‘ 1111 7.20 7.40 7.60 7.80
Obrerererprreereretbeel ol ML 1290 0 57 10 97.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6804: Cyclohexane, 1,4-dimethyl-, cis-
53.0 97.0
5000 410 L L L L L BN LR
112.0 7.20 7.40 7.60 7.80
27.0 69.0 m/z 41.85 69.27%
T 0
OH‘HH‘H\l‘HHi\‘H\‘\u\‘\’\\HH\H\‘\HH‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6821: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
o EBBARREEEEaE R
7.20 7.40 7.60 7.80
5000 m/z 70.10 62.63%
41.0 112.0
69.0
27.0 ‘ ‘ 830
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4438: 1-Butanol, 2-ethyl- R R ARRRAER R
43.0 7.20 7.40 7.60 7.80
m/z 43.05 55.92%
5000
28.0
‘ 840
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.20 7.40 7.60 7.80

8270-BF060321.M Tue Jun 08 11:23:27 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Methane, diethoxy- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.434 39.64 ng 16185700 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, diethoxy- 104 C5H1202 000462-95-3 80
2 Tetraglyme 222 C10H2205 000143-24-8 78
3 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 64
4 2,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 64
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 64

Abundance Scan 1079 (8.434 min): BF124155.D\data.ms (-1065) (-) m/z 59.05 100.00%

59.0
5000
103.1
39~ ‘ 631 461 8.20 8.40 8.60 8.80
Ob et lle o B2 1239 2902 TS myz 1@3.05  22.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4761: Methane, diethoxy-
59.0
5000 L L I L B B R IR
31.0 103.0 8.20 8.40 8.60 8.80
m/z 57.10 21.59%
O \\\‘\‘\‘\\“H“\\\‘i\\\‘\‘\\‘\\‘i\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #78616: Tetraglyme
59.0
T
8.20 8.40 8.60 8.80
5000 ITI/Z 41.05 18.13%
31.0
103.0
0 ‘\‘ h‘ | 1 133.0 177.0
I s eI
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41681: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy R R RRERE
59.0 8.20 8.40 8.60 8.80
m/z 45.00 13.16%
5000
103.0
31.0
0 m‘ W‘ ‘u 1830 129.0 159.0
e e L R B e e S ARG RR RS S
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknown9.069 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.069 27.12 ng 1197340  Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5,6-Trimethyl-1,3-oxathiane 146 C7H140S 114376-06-6 25
2 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 23
3 Heptanoic acid 130 C7H1402 000111-14-8 23
4 Acetoxyacetic acid, 3-methylbut-... 188 C9H1604 1000355-69-8 14
5 CH3C(0)OCH(CH2CH3)C(CH3)3 158 C9H1802 039511-81-4 12

Abundance Scan 1187 (9.069 min): BF124155.D\data.ms (-1185) (-) m/z 60.00 100.00%

60.0
101.1
5000
4110 83.1
cop e e
‘ ‘ ‘ 1370 8.80 9.00 9.20 9.40
bl L L 1370 1698 1, 4316 66.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22011: 2,5,6-Trimethyl-1,3-oxathiane
60.0
5000 L B L B L LN SR
102.0 8.80 9.00 9.20 9.40
146.0 m/z 57.10 57.96%
0 LA B R N 83L|
miz--> 20 40 60 80 100 120 140 160
Abundance #13424: 3-Methyl-hexanoic acid
60.0
R REREEREEL R
8.80 9.00 9.20 9.40
5000 m/z 55.10 54.59%
410 87.0
0 1150
miz--> 20 40 60 80 100 120 140 160
Abundance #13417: Heptanoic acid e ARRAEEESS S
60.0 8.80 9.00 9.20 9.40
m/z 101.10 53.88%
5000
41,0 87.0
018-0\113-9131-0
m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40

8270-BF060321.M Tue Jun 08 11:23:29 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 unknown9.122 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.122 59.53 ng 2628560  Acenaphthene-die 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid, 2-methyl- 200 C12H2402 024323-25-9 47
2 Nonanoic acid, methyl ester 172 C10H2002 001731-84-6 38
3 Methyl-2-0-methyl.alpha.d-glucop... 208 C8H1606 015064-82-1 37
4 10-Undecenoic acid, methyl ester 198 C12H2202 000111-81-9 28
5 Methyl 2-0-methyl-.beta.-D-xylop... 178 C7H1405 007381-12-6 28

Abundance Scan 1196 (9.122 min): BF124155.D\data.ms (-1190) (-) m/z 74.00 100.00%

74.0
41.0
5000
1151  ALREERRRtE S
| ‘ ‘ | 1440 1720 8.80 9.00 9.20 9.40
oberr bl L L] L 11440 1720 L 5516 59.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61140: Undecanoic acid, 2-methyl-
74.0
5000 L L L B B I I |
41.0 8.80 9.00 9.20 9.40
m/z 41.00 58.50%
143.0
O \J\-\S‘.O\‘}‘\ \H‘H “ \‘\“‘\“\ “\ }\].\‘O‘“J-\.\O\ ‘\ ‘ TTTT ‘ T \‘ ‘]-\7\]\"\0‘\ \2\9?\.\0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39527: Nonanoic acid, methyl ester
74.0
e
8.80 9.00 9.20 9.40
5000 ITI/Z 87.00 45.70%
43.0 129.0
N L T Y o T - S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #68151: Methyl-2-O-methyl.alpha.d-glucopyranoside R e e ARAaas
74.0 8.80 9.00 9.20 9.40
m/z 57.10 42.76%
5000
45.0
0 ‘ J L1990 1450 177.0
R A H T T e B B R SR R RRRRRRRE SR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On 7 Jun 2021 14:01

Operator Ju/caG

Sample : M2583-22

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library ¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12

Hit# of

EstConc

n-Decanoic acid

5881930

5 Tentative ID
1 n-Decanoic acid
2 Hexanoic acid
3 Octanoic acid
4 Propanedioic acid, propyl-
5 Pentanoic acid

Concentration Rank 2

Relative to ISTD R.T.

9.322 133.22 ng

Acenaphthene-d10

C1eH2002
C6H1202
C8H1602
C6H1004
C5H1002

Abundance Scan 1230 (9.322 min): BF124155.D\data.ms (-1218) (-)

000334-48-5 97
000142-62-1 58
000124-07-2 53
000616-62-6 50
000109-52-4 46

m/z 60.00 100.00%

60.0
41.0
5000
129.1
T ARBRARNEEREN SR
m 8‘7"1 1102 122 9.00 9.20 9.40 9.60
Ob el ) PP L 115381722 g3 69 82.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39473: n-Decanoic acid
6Q.0
41.0
5000 1290 L R R R R I |
9.00 9.20 9.40 9.60
870 m/z 55.18  53.78%
110.
0 \1\5\.(‘)\‘1‘\ \Hi‘\ \“!“‘\‘1“}‘\ ”h ‘\ T \H“\ \‘OEP‘ ey “\1\5\3\?\1\7}2\0’
m/z--> 20 40 60 80 100 120 140 160
Abundance #8068: Hexanoic acid
60.0
A AEEmaa RS
9.00 9.20 9.40 9.60
5000 ITI/Z 41.05 52.40%
41.0 87.0
o380l i T mee
m/z--> 20 40 60 80 100 120 140 160
Abundance #20837: Octanoic acid R EEARREEE
60.0 9.00 9.20 9.40 9.60
m/z 43.10 43.60%
5000 41.0
101.0
oasoll Wl fede | o WML
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Undecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.757 97.47 ng 4303410  Acenaphthene-d10 9.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 96
2 n-Decanoic acid 172 C1eH2002 000334-48-5 64
3 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 50
4 Nonanoic acid 158 C9H1802 000112-05-0 50
5 Octanoic acid 144 C8H1602 000124-07-2 47

Abundance Scan 1304 (9.757 min): BF124155.D\data.ms (-1290) (-) m/z 60.00 100.00%

60.0
5000
129.1 /L

9.50 10.00
Lyol], 582 ;
0! T e L B B T I I m/z 73.00 83.29%
m/z--> 50 100 150 200 250 300 350
Abundance #50052: Undecanoic acid
60.0

5000 g —
9.50 10.00
129.0

m/z 41.10 60.00%

186.0
1\6\ 1 W‘H“ JM\H“H‘\ “h“ T \‘\ L B B
m/z--> 50 100 150 200 250 300 350
Abundance #39469: n-Decanoic acid

60.0

o

9.%0 10.‘00
5000 m/z 55.00 59.43%
129.0
0 1‘8‘¢L U\‘u“ u‘ ‘ ‘HH‘ H‘\ }M‘ bl ‘1‘7‘\2‘0‘ R A A S R S S S U
miz--> 50 100 150 200 250 300 350
Abundance #102674: Octanoic acid, silver(1+) salt P P
60.0 9.50 10.00

m/z 43.05 53.66%

127.0
B W
L L‘M ‘\H\ ‘ N 216.0 273.0 359.(

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 unknownl@.804 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.804 34.57 ng 694744  Phenanthrene-die 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 4-phenoxy- 180 C10H1203 006303-58-8 40
2 Benzene, (1,1-dimethylethoxy)- 150 C1eH140 006669-13-2 38
3 Benzene, (1-methylpropoxy)- 150 C1eH140 010574-17-1 38
4 Ethyl phenyl sulfate 202 C8H1004S 041795-33-9 38
5 Benzene, (2-methylpropoxy)- 150 C1eH140 001126-75-6 38

Abundance Scan 1482 (10.804 min): BF124155.D\data.ms (-1477) (-1 m/z 94.05 100.00%

94.0
45.0
5000
= g
‘ 196.0 10.50 11.00
obroprr bl L 12711500 | 2341263 " 4g 0g 55.43%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45139: Butanoic acid, 4-phenoxy-
94.0
5000 o —
10.50 11.00
m/z 77.00 47.94%
450 180.0
OHH’H\\‘H\‘\‘\\“\H\‘H“\‘H‘\’\H\’:I-\:\gﬁ.‘(\)\H‘\\H“HH’HH’\H\‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #23764: Benzene, (1,1-dimethylethoxy)-
94.0
T T
10.50 11.00
5000 m/z 65.00 18.86%
39.0
M 135.0
N Y et G ——
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #23733: Benzene, (1-methylpropoxy)- T —
94.0 10.50 11.00
m/z 50.95 13.95%
5000
39.0
A O -~ — o) bt
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 unknown1l1.463 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.463 71.27 ng 1432210  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 38
2 Propane, 1,1'-[ethylidenebis(oxy... 174 C10H2202 005669-09-0 38
3 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 27
4 Hydrazine, 1,1-bis(2-methylpropyl)- 144 C8H20ON2 016596-38-6 27
5 3-Hexanol, 3-ethyl- 130 C8H180 000597-76-2 16
Abundance Scan 1594 (11.463 min): BF124155.D\data.ms (-1590) (- m/z 57.10 100.00%
57.1 101.1 159.2
5000
—
) b '
0 m_Hwﬁ!_‘w‘w‘m AN L2078 2620 n/7 101.10  92.06%
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #40922: Acetaldehyde, di-sec-butyl acetal
45.0 101.0
5000
11.50
m/z 159.15 87.57%
159.0
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #40932: Propane, 1,1'-[ethylidenebis(oxy)]bis[2-methyl-
57.0
101.0 SR
11.50
5000 m/z 45.00 65.95%
29.0
o | 13101590
R mama e RN a o e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #91746: Sulfurous acid, isobutyl 2-methyl-4-methoxybutyl T
45.0 11.50
m/z 41.00 41.86%
101.0
5000
S NA R X! O S e
m/z--> 20 40 60 80 100120140160 180 200220240260 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01

Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknownll.751 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.751 24.95 ng 501360 Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbamic acid, N-phenyl-, 1-meth... 273 C17H23N02 001224-46-0 32

2 Cyclodecene, 3-bromo- 216 C10H17Br 056325-56-5 25
3 1H-Pyrrole, 1-pentyl- 137 C9H15N 000699-22-9 25
4 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 20

5 Cyclopentanecarboxylic acid, 3-m... 262 C17H2602 074793-59-2 16

Abundance Scan 1643 (11.751 min): BF124155.D\data.ms (-1640) (- m/z 81.10 100.00%

81.1
137.2
5000 45.0
. = .

11.50 12.00

0" m/z 57.10 76.28%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #122004: Carbamic acid, N-phenyl-, 1-methyl-1-(4-methy
81.0 136.0
5000 — —
41.0 11.50 12.00
m/z 59.00 71.93%
\ L‘\ L 1860 273.
O ’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘

m/z--> 20 40 60 80 100120140160180200220240260

v

Abundance #73755: Cyclodecene, 3-bromo-
81.0
41.0 11.50 12.00
5000 m/z 137.15  57.33%
137.0
ol 8050 | 720 21n0
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #16805: 1H-Pyrrole, 1-pentyl- e —
81.0 11.50 12.00
m/z 45.00 45.21%
5000 137.0
41.0
ol b AL, L
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.939 53.56 ng 1076190  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1675 (11.939 min): BF124155.D\data.ms (-1668) (1 m/z 60.00 100.00%

60.0
5000
129.0
97.1 213.2 T
157.1185.1 12.00
0 m/z 55.10 97.52%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
157.01g5 02130 256.0 m/z 73.00 94.41%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72643: Tridecanoic acid
73.
43.0 0
—T
12.00
5000 129.0 ITI/Z 43.00 87.86%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #84453: Tetradecanoic acid —
73.0 12.00
43.0 m/z 57.05 86.65%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.727 118.66 ng 1386740 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1809 (12 727 min): BF124155.D\data.ms (-1804) (- m/z 55.10 100.00%

5000 1901
1852 2413 e S
‘ H ‘ ‘ 8‘ 3 12.50 13.00
0Ll il ~‘ u“ Al bl m/z 57.18 96.78%

%

miz--> 50 200 250
Abundance #131258. Octadecanoic acid
43. 3.
5000 129.0 — ——
12.50 13.00
284.0 o
‘ 185.0 241.0 ‘ m/z 73.00 95.26%
ok “‘ “‘\‘[ H\M\“‘l w““\‘ ‘L‘\‘ “ ’\‘\‘ “\‘\‘ . ‘\‘ |
miz--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid
73.0
Py =
43.0 12.50 13.00
5000 m/z 60.00 93.34%
129.0
185.0 228.0
oL ““ “‘d‘u‘u“ LW ‘M‘\‘H} A L w] “\‘ — ‘\‘ ————
m/z--> 50 100 150 200 250
Abundance #95854: Pentadecanoic acid e =
43.0 73.0 12.50 13.00
m/z 43.00 91.91%
5000
129.0 242.0
‘ ‘ ‘ 199.0
oLl M HM\ \m ‘ w640, | Lo R
miz--> 50 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Phenol, 4,4'-(1-methylethyl... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.874 46.41 ng 542329 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 95
2 2,2-Bis-(4-hyxroxyphenyl)-butane 242 C16H1802 000077-40-7 64
3 2H,8H-Benzo[1,2-b:5,4-b']dipyran... 228 C14H1203 000553-19-5 52
4 Sebacic acid, ethyl neopentyl ester 300 C17H3204 1000354-46-3 50
5 Pyridine, 3-(5-trifluoromethyl-3... 213 C9H6F3N3 003974-70-7 50

Abundance Scan 1834 (12.874 min): BF124155.D\data.ms (-1831) (-  m/z 213.05 100.00%

218.1
5000
119.1
65.0 12. 50 13 OO
20 | 3551 || e
O bttt pe bbb ey M/Z 119,05 21.13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000
12. 50 13 00
119.0 m/z 214.10  15.74%
65‘ 0\ ‘ L1 165 O ‘ ‘
O ‘\H\‘HH‘HH‘HH’HH‘\H\’HH‘HH‘HH‘H \‘H‘H’HH‘HH’HH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95926: 2,2-Bis-(4-hyxroxyphenyl)-butane
218.0
12. 50 13 OO
5000 m/z 228.10 15.13%
119.0 242.0
0270 650 Lol ‘ | 169.0 ‘ , ‘
Pt pee e e e e ey
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4- b]d|pyran -2-one, 8,8-din
18.0 12. 50 13 00
m/z 91.00 13.27%
B WALMW
ol 510 920 1280 1840 ‘
e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 12. 50 13 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 12-Hydroxystearic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.469 268.72 ng 3140480 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Hydroxystearic acid 300 C18H3603 000106-14-9 52
2 4-Heptanol, 4-propyl- 158 C10H220 002198-72-3 27
3 Fumaric acid, heptyl 3-heptyl ester 312 C18H3204 1000348-68-4 22
4 1-Dodecene 168 C12H24 000112-41-4 22
5 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 18

Abundance Scan 1935 (13.469 min): BF124155.D\data.ms (-1927) (-,  m/z 55.05 100.00%

55.0
197.2
5000 97.1
e
143.1 :
(N H‘ L MLl Sl L 2641 309.4 385, 7 197,15 56.17%
mlz--> 50 100 150 200 250 300 350
Abundance #144840: 12-Hydroxystearic acid
55.0 197.0
5000 97.0 T
13.50
m/z 97.10 44 .32%
18. 43.0 264.0
O' \M“‘\H‘\“\‘HW ‘\‘\“\‘\\\‘\‘\\‘\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #29634: 4-Heptanol, 4-propyl-
55.0
115.0 —
13.50
5000 ITI/Z 41.00 35.74%
0 “‘\‘\\\\‘\\\\‘\\\\‘\\““ MAAM
miz--> 50 100 150 200 250 300 350
Abundance #154564: Fumaric acid, heptyl 3-heptyl ester ——
197.0 13.50
m/z 69.10 33.11%
5000 57.0
99.0
ol ““J“ | LAl ss7o |\ ess0 e
m/z--> 50 100 150 200 250 300 350 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060721\
Data File : BF124155.D

Acqg On : 7 Jun 2021 14:01
Operator : JU/CG

Sample : M2583-22

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.116 106.0 ng 1319570 1 6.863 249098 20.0
Butanoic acid, 5.875 56.5 ng 703045 1 6.863 249098 20.0
Hexanoic acid 6.040 53.4 ng 665462 1 6.863 249098 20.0
2-Propanol, 1-b... 6.204 85.4 ng 1063900 1 6.863 249098 20.0
Hydrazine, 1,2-... 6.745 37.2 ng 463400 1 6.863 249098 20.0
1-Hexanol, 2-et... 6.963 100.9 ng 1256940 1 6.863 249098 20.0
Eucalyptol 7.034 40.6 ng 505719 1 6.863 249098 20.0
unknown?7.487 7.487 120.3 ng 1497730 1 6.863 249098 20.0
Methane, diethoxy- 8.434 39.6 ng 16185700 2 8.145 8167050 20.0
unknown9.069 9.069 27.1 ng 1197340 3 9.910 883037 20.0
unknown9.122 9.122 59.5 ng 2628560 3 9.910 883037 20.0
n-Decanoic acid 9.322 133.2 ng 5881930 3 9.910 883037 20.0
Undecanoic acid 9.757 97.5 ng 4303410 3 9.910 883037 20.0
unknown10. 804 10.804 34.6 ng 694744 4 11.398 401888 20.0
unknownl11.463 11.463 71.3 ng 1432210 4 11.398 401888 20.0
unknownl11.751 11.751 24.9 ng 501360 4 11.398 401888 20.0
n-Hexadecanoic ... 11.939 53.6 ng 1076190 4 11.398 401888 20.0
Octadecanoic acid 12.727 118.7 ng 1386740 5 14.039 233737 20.0
Phenol, 4,4'-(1... 12.874 46.4 ng 542329 5 14.039 233737 20.0
12-Hydroxystear... 13.469 268.7 ng 3140480 5 14.039 233737 20.0
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