LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample : 02122-04

Misc :

ALS Vvial : 63 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ P\Methods\SFAM-EPA-BP©32823.M
Title : SVOA CALIBRATION

Signal : TIC: BP@14540.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.417 35 39 55 rVB 1400646 1764656 25.29% 2.880%
2 3.823 106 108 118 rBV 206420 337038 4.83% 0.550%
3 4.211 169 174 178 rBV 163315 201035 2.88% 0.328%
4 4,258 178 182 188 rVB 36368 52082 ©0.75% ©0.085%
5 4.417 206 209 220 rBV5 14489 39414 0.56% 0.064%
6 4.593 232 239 248 rVB 297284 448886 6.43% 0.733%
7 5.717 426 430 439 rBV 228158 345609 4.95% 0.564%
8 6.269 512 524 532 rBV 62663 114940 1.65% 0.188%
9 6.587 573 578 583 rBv2 23409 40512 0.58% 0.066%
106 6.952 635 640 648 rVB 92348 150524 2.16%  0.246%
11 7.181 671 679 689 rW 169665 365576 5.24% 0.597%
12 7.328 698 704 714 rBV 337030 538475 7.72% 0.879%
13 7.458 720 726 732 rVV2 100768 180467 2.59% 0.294%
14 7.534 732 739 747 rW 373775 658262 9.43% 1.074%
15 7.599 747 750 756 rVW4 19299 40700 0.58% 0.066%
16 7.740 766 774 779 rBV2 26097 43121 0.62% 0.070%
17 7.958 806 811 813 rBV3 37153 50883 0.73% 0.083%
18 7.999 813 818 825 rVVW 486297 774195 11.09%  1.263%
19 8.087 825 833 842 rVB2 87302 190880 2.74% 0.311%
20 8.252 853 861 864 rBV5 14974 36729 ©.53% 0.060%
21 8.663 923 931 934 rBV4 22066 43793 0.63% 0.071%
22 8.728 936 942 950 rVvVv 470567 854793 12.25% 1.395%
23 8.799 950 954 966 rvB9 39828 97635 1.40% 0.159%
24 8.928 966 976 981 rBv4 49305 109619 1.57% 0.179%
25 9.005 981 989 1002 rBV 4218330 6978101 100.00% 11.387%
26 9.116 1003 1008 1013 rVV 129440 224968 3.22% 0.367%
27 9.181 1013 1019 1027 rVB 449941 747016 10.71% 1.219%
28 9.381 1048 1053 1059 rVB5 51223 95733 1.37% 0.156%
29 9.528 1071 1078 1084 rBV4 94868 194868 2.79% 0.318%
30 9.652 1092 1099 1107 rBV 167191 302569 4.34% 0.494%
31 9.728 1107 1112 1115 rBV2 49628 80507 1.15% ©0.131%
32 9.822 1125 1128 1136 rVB5 39663 66353 0.95% 0.108%
33 9.905 1136 1142 1154 rBv2 359180 705806 10.11% 1.152%
34 10.028 1154 1163 1169 rBV3 107170 289403 4.15% 0.472%
35 10.087 1169 1173 1184 rVB 161759 314740 4.51% 0.514%
36 10.234 1192 1198 1206 rVB7 43896 94735 1.36% 0.155%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample : 02122-04

Misc :

ALS Vvial : 63 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ P\Methods\SFAM-EPA-BP©32823.M
Title : SVOA CALIBRATION
37 10.363 1212 1220 1228 rVB3 225006 481657 6.90% 0©.786%
38 10.458 1229 1236 1254 rBV 532562 1258016 18.03% 2.053%
39 10.599 1255 1260 1269 rBV5 77839 182632 2.62% 0.298%
40 10.769 1284 1289 1292 rBvV2 116117 187865 2.69% 0.307%
41 10.822 1292 1298 1304 rVV 704893 1185838 16.99% 1.935%
42 10.875 1304 1307 1312 rVB2 77219 108918 1.56% 0.178%
43 10.975 1315 1324 1336 rBV2 498612 1131327 16.21% 1.846%
44 11.087 1337 1343 1353 rBV8 73702 194790 2.79% 0.318%
45 11.257 1366 1372 1375 rBv4 65238 122827 1.76% 0.200%
46 11.346 1384 1387 1392 rBV8 20176 40758 0.58% 0.067%
47 11.410 1392 1398 1402 rBV9 46053 117492 1.68% 0.192%
48 11.493 1408 1412 1423 rVB8 57301 159471 2.29% 0.260%
49 11.605 1426 1431 1433 rBvV3 46638 85731 1.23% 0.140%
50 11.652 1433 1439 1442 rVWW6 80507 207256  2.97% 0.338%
51 11.687 1442 1445 1452 rVB5 102843 183816 2.63% 0.300%
52 11.757 1453 1457 1460 rVVv4 36994 61055 0.87% 0.100%
53 11.804 1461 1465 1472 rVV6 97061 193440 2.77% 0.316%
54 11.875 1473 1477 1480 rVV3 57319 80316 1.15% 0.131%
55 11.999 1494 1498 1500 rVV5 49767 84478 1.21% 0.138%
56 12.028 1500 1503 1513 rVB5 69375 143808 2.06% 0.235%
57 12.169 1519 1527 1533 rBV 168326 336028 4.82% 0.548%
58 12.275 1541 1545 1549 rBV2 63783 86069 1.23% 0.140%
59 12.340 1551 1556 1560 rBv2 88710 174919 2.51% 0.285%
60 12.387 1561 1564 1569 rVB2 58306 103874 1.49% 0.170%
61 12.546 1587 1591 1600 rVB7 62669 115113 1.65% ©.188%
62 12.722 1616 1621 1628 rBV9 30124 83893 1.20% 0.137%
63 12.816 1632 1637 1643 rVB 185026 316109 4.53% 0.516%
64 12.916 1650 1654 1659 rVB4 46983 75818 1.09% 0.124%
65 13.046 1672 1676 1681 rVB4 94061 156230 2.24%  0.255%
66 13.451 1742 1745 1751 rVB3 56091 79611 1.14% 0.130%
67 13.710 1784 1789 1795 rVB3 169496 270955 3.88% 0.442%
68 13.775 1797 1800 1808 rVV8 44159 91172 1.31% 0.149%
69 14.063 1844 1849 1859 rVB 1196554 1817533 26.05% 2.966%
70 14.346 1892 1897 1905 rBV 1188381 1867303 26.76% 3.047%
71 14.481 1914 1920 1924 rBV3 209527 381287 5.46% 0.622%
72 14.581 1931 1937 1942 rBV 507808 753005 10.79% 1.229%
73 14.651 1944 1949 1958 rVB 1051569 1664100 23.85% 2.716%
74 14.746 1962 1965 1970 rVV3 47939 69891 1.00% 0.114%
75 14.934 1993 1997 2001 rBv4 94303 155236  2.22% 0.253%

76 15.263 2049 2053 2059 rVB4 106551 188662 2.70%  ©.308%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample : 02122-04

Misc :

ALS Vvial : 63 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ P\Methods\SFAM-EPA-BP©32823.M

Title : SVOA CALIBRATION

77 15.398 2072 2076 2078 rBV 116084 155028 2.22% 0.253%
78 15.651 2112 2119 2125 rBV 1563080 2328994 33.38% 3.801%
79 15.781 2138 2141 2145 rBV 145017 225149 3.23% 0.367%
80 15.910 2159 2163 2172 rBV 274311 476003 6.82% 0.777%
81 16.016 2178 2181 2191 rVB 240225 378996 5.43% 0.618%
82 16.116 2194 2198 2202 rBV4 86677 128240 1.84% 0.209%
83 16.181 2203 2209 2213 rBV 1208632 1682216 24.11% 2.745%
84 16.328 2232 2234 2240 rVB3 79508 110134 1.58% 0.180%
85 16.692 2291 2296 2302 rBV 692391 1005401 14.41% 1.641%
86 16.957 2338 2341 2344 rVB 86346 89288 1.28% 0.146%
87 17.416 2410 2419 2427 rVB 1519448 2299651 32.96% 3.753%
88 17.516 2431 2436 2442 rVV 1812725 2544683 36.47% 4.153%
89 18.287 2563 2567 2575 rBV 982526 1330762 19.07% 2.172%
90 18.498 2600 2603 2609 rBV2 90592 139283 2.00% 0.227%
91 19.045 2693 2696 2702 rVB 455985 549770 7.88% 0.897%
92 19.510 2772 2775 2786 rBV 238801 328436 4.71% 0.536%
93 19.745 2810 2815 2820 rBV 2484527 3128123 44.83% 5.105%
94 19.792 2820 2823 2830 rVB 504385 662314 9.49%  1.081%
95 20.045 2863 2866 2874 rVB 216316 332172 4.76%  0.542%
96 21.110 3043 3047 3055 rBV 609802 1158131 16.60% 1.890%
97 21.175 3055 3058 3064 rVB 893201 1075313 15.41% 1.755%
98 21.504 3109 3114 3120 rBV 1895638 2428232 34.80% 3.962%
99 23.851 3507 3513 3528 rVB2 1774464 3614082 51.79% 5.898%
100 24.016 3535 3541 3550 rVB2 1231476 2537258 36.36% 4.140%

Sum of corrected areas: 61280581

SFAM-EPA-BP@32823.M Wed Apr 05 07:51:31 2023 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP014540.D\data.ms
4000000

3500000
3000000
2500000
2000000
15000001 3417
1000000

10. 45§l 0
7.999 8.728 |19.181 0.975
500000 4593 7.378534
3.823 5.717
R 17 oammsero %5 o, oo @&@4@%@%@@@@%

Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BP014540.D\data.ms

4000000

o

3500000
3000000 19.745

2500000

17.516

2000000

1500000 14.063. 34164 651

792
20.045

[,

1000000

500000

R éi 7}95

. H,
Time-> 1200 1250 1300 1350 14.00 1450 1500 1550 1600 1650 17.00 1750 1800 1850 19.00 1950 20.00

Abundance TIC: BP014540.D\data.ms
4000000

3500000

3000000 21.504

23.851
2500000
2000000 21.175 4.016
1500000 21110
1000000

500000

0\ L ‘ T T ’ L ‘ T T ’ T T ‘ L ‘ T T ’ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
BP014540.D

Library Search Compound Report

: 04 Apr 2023 22:00
: CG/IU
¢ 02122-04

: 63  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823 .M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Paraldehyde Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
4.211 5.19 ng/ul 201035 1,4-Dichlorobenzene-d4 7.999
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Paraldehyde 132 C6H1203 000123-63-7 86
2 Paraldehyde 132 C6H1203 000123-63-7 83
3 Paraldehyde 132 C6H1203 000123-63-7 83
4 Paraldehyde 132 C6H1203 000123-63-7 64
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 40
Abundance Scan 174 (4.211 min): BP014540.D\data.ms (-169) (-) m/z 44.95 100.00%
45.0
5000 /L
T
Fl?.O 3.80 4.00 4.20 4.40 4.60
0L ey b A92:9253.1 3269 41494793 548. /7 43,95  50.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16355: Paraldehyde
45.0
5000 BEEEREEEEA R R R
3.80 4.00 4.20 4.40 4.60
m/z 89.00 17.74%
17.0
O ‘\\“\\‘\\\‘\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16353: Paraldehyde
45.0
RRAREE s
3.80 4.00 4.20 4.40 4.60
5000 m/z 87.00 10.20%
ol L 7o
et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16351: Paraldehyde
45.0 3.80 4.00 4.20 4.40 4.60
m/z 116.95 7.47%
5000
‘ 117.0
S L T P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40 4.60
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 04

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
BP014540.D

Apr 2023 22:00

: CG/IU
¢ 02122-04

. 63

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823 .M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 1,3-Oxathiolane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4,593 11.60 ng/ul 448886  1,4-Dichlorobenzene-d4 7.999
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Oxathiolane 90 C3H60S 002094-97-5 91
2 1,3-Oxathiolane 90 C3H60S 002094-97-5 64
3 3-Thietanol 90 C3H60S 010304-16-2 53
4 Thiourea, methyl- 90 C2H6N2S 000598-52-7 50
5 Hydrazinecarboxylic acid, methyl... 90 C2H6EN202 006294-89-9 45
Abundance Scan 239 (4.593 min): BP014540.D\data.ms (-232) (-) m/z 60.00 100.00%
60.0
5000 j\
R RREEEE R
207.0 4.20 4.40 4.60 4.80 5.00
obrrdll ALZ0 200D 29503551 4dl2 5390 n/z 9e.e0  91.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2559: 1,3-Oxathiolane
60.0
5000 B R
4.20 4.40 4.60 4.80 5.00
m/z 58.95 66.05%
O\IM\H‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2558: 1,3-Oxathiolane
90.0
REREEE e R
4.20 4.40 4.60 4.80 5.00
5000 m/z 44.95 62.89%
29.
o‘[a'w_m_mww"wwm‘wwH_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2556: 3-Thietanol BEREREaEEEESSSEEEE
90.0 4.20 4.40 4.60 4.80 5.00
m/z 61.00 23.84%
5000
o+t RRmEE e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80 5.00

SFAM-EPA-BP032823.M Wed Apr 05 07:51:36 2023

Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 N-Ethylmorpholine Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.717 8.93 ng/ul 345609 1,4-Dichlorobenzene-d4 7.999

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Ethylmorpholine 115 C6H13NO 000100-74-3 94
2 N-Ethylmorpholine 115 C6H13NO 000100-74-3 94
3 N-Ethylmorpholine 115 C6H13NO 000100-74-3 90
4 Sydnone, 3-methyl- 100 C3H4N202 006939-12-4 53
5 2H-1,4-Oxazine-4-acetic acid, te... 145 C6H11NO3 1000362-53-0 45
Abundance Scan 430 (5.717 min): BP014540.D\data.ms (-426) (-) m/z 41.95 100.00%

42.0 100.1
5000

l 5.40 5.60 5.80 6.00

Olprrriflb i 1], 157.9221.1281.9340.7402.5 8031 ;n/z 57.05  96.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8822: N-Ethylmorpholine
42.0
100.0
5000 TT T T T T[T T T T TTrIT]

5.40 5.60 5.80 6.00
m/z 100.05 88.36%

O‘\J\“!]\L\“\ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8820: N-Ethylmorpholine
57.0

5.40 5.60 5.80 6.00

5000 m/z 56.10 33.80%
115.0
O“WJI“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8821: N-Ethylmorpholine
42.0 5.40 5.60 5.80 6.00

m/z 115.05 26.12%

100.0 &A\
5000
0‘ ARRRAAN MR AR AR

m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 1,3-Propanediamine, N-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
6.952 3.89 ng/ul 150524  1,4-Dichlorobenzene-d4 7.999

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Propanediamine, N-methyl- 88 C4H12N2 006291-84-5 53
2 1,3-Propanediamine, N-methyl- 88 C4H12N2 006291-84-5 42
3 Oxirane, pentyl- 114 C7H140 005063-65-0 27
4 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1010309-15-8 27
5 1-Butanol, 2,2-dimethyl- 102 C6H140 001185-33-7 25

Abundance Scan 640 (6.952 min): BP014540.D\data.ms (-635) (-) m/z 71.00 100.00%

71.0

=

5000
‘ 207.9 282.1 6.60 6.80 7.00 7.20
O hilli 14682079 2821 3840 488.9546( ./, 44.60 99.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2226: 1,3-Propanediamine, N-methyl-
44.0
5000 L L L B LI BN B
6.60 6.80 7.00 7.20
m/z 43.00 60.38%
O‘\“\J\‘J“L‘\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2229: 1,3-Propanediamine, N-methyl-
44.0
LR R
6.60 6.80 7.00 7.20
5000 m/z 41.00 52.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8453: Oxirane, pentyl- T
41.0 6.60 6.80 7.00 7.20
m/z 70.05 36.08%
5000
I \ ”114.0
(ORI 11§ ¥ e UMM NS AV SIS,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 unknown-01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.458 4.66 ng/ul 180467 1,4-Dichlorobenzene-d4 7.999

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Propanediamine, N-methyl- 88 C4H12N2 006291-84-5 40
2 Guanidine, N,N,N',N'-tetramethyl- 115 C5H13N3 000080-70-6 38
3 1,3-Propanediamine, N-methyl- 88 C4H12N2 006291-84-5 35
4 1,3-Propanediamine, N-methyl- 88 C4H12N2 006291-84-5 33
5 Tris(2-aminoethyl)amine 146 C6H18N4 004097-89-6 25
Abundance Scan 726 (7.458 min): BP014540.D\data.ms (-720) (-) m/z 44.00 100.00%
44.0

-

5000
116'1 LI L L L LI BB BN LB
‘ ‘ 209 7.20 7.40 7.60 7.80
oMby | L 2091 2831341.04009 486.7547¢ ./, 71 00  92.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2229: 1,3-Propanediamine, N-methyl-
44.0
5000 \\\\‘\\\\‘\\\\’\\\\‘\\/\J
7.20 7.40 7.60 7.80
\ m/z 72.00 42.63%
O‘\\H\f““\!\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8739: Guanidine, N,N,N',N'-tetramethy!-
44.0 \\/\
PR e
7.20 7.40 7.60 7.80
5000 ITI/Z 43.00 42.27%
115.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2226: 1,3-Propanediamine, N-methyl- e ARERERREEEI
44.0 7.20 7.40 7.60 7.80
m/z 41.00 40.64%
h U\JU\K/\/V\/
o‘uuL‘J“HHWH_‘H,Hu,mWm‘w_mwwmw e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 Tetramethylbutanedinitrile Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.087 4.93 ng/ul 190880 1,4-Dichlorobenzene-d4 7.999

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetramethylbutanedinitrile 136 C8H12N2 003333-52-6 86
2 Propanenitrile, 2,2'-azobis[2-me... 164 C8H12N4 000078-67-1 86
3 Propanenitrile, 2,2'-azobis[2-me... 164 C8H12N4 000078-67-1 86
4 Tetramethylbutanedinitrile 136 C8H12N2 003333-52-6 72
5 Propanenitrile, 2,2'-azobis[2-me... 164 C8H12N4 000078-67-1 72
Abundance Scan 833 (8.087 min): BP014540.D\data.ms (-825) (-) m/z 68.95 100.00%
69.0
e L AN RS R
” ‘\ | 1268 2070 7.80 8.00 8.20 8.40
o Alhy 1208 207026503281 4038 4923 ./, 6g.00  53.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18607: Tetramethylbutanedinitrile
69.0
5000 L B R B B L R
7.80 8.00 8.20 8.40
m/z 41.00 42.18%
()h”‘l ‘\\“\]-!‘\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #40208: Propanenitrile, 2,2'-azobis[2-methyl-
69.0
R RAEE
7.80 8.00 8.20 8.40
5000 m/z 54.00 26.95%
0 1 1‘ \‘ 1‘\\ g 1\36'0
R R e e R RRARRES s o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #40211: Propanenitrile, 2,2'-azobis[2-methyl- e RRANNE R R
69.0 7.80 8.00 8.20 8.40
m/z 42.05 26.80%
- WWMAW/NMJX/\w/MAVJMAW\
OW“‘ b T T T e R L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.80 8.00 8.20 8.40

SFAM-EPA-BP032823.M Wed Apr 05 07:51:42 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 Benzenamine, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.005 180.27 ng/ul 6978100 1,4-Dichlorobenzene-d4 7.999

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 97
2 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 97
3 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 97
4 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 96
5 o-Toluidine 107 C7HSN 000095-53-4 94
Abundance Scan 989 (9.005 min): BP014540.D\data.ms (-981) (-) m/z 106.05 100.00%
106.1
5000 J\
R R ma AR
39.0 H 8.60 8.80 9.00 9.20 9.40
Obrbhidy ) 207.8269.0 3411 415347485356 1/, 107.16  88.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5844 Benzenamine, 3-methyl-
106.0
5000 [T T T[T T T[T T T[T T T T 1T

8.60 8.80 9.00 9.20 9.40
m/z 77.00 20.52%

O‘\\\‘\‘I\“\”\ll\l“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5843: Benzenamine, 3-methyl-
106.0
T AT
8.60 8.80 9.00 9.20 9.40
5000 m z 78.95 18.64%
390”
o i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5846: Benzenamine, 3-methyl- T T
106.0 8.60 8.80 9.00 9.20 9.40

m/z 39.00 9.30%

5000
39.0
fo I ”\ |
e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20 9.40

SFAM-EPA-BP032823.M Wed Apr 05 07:51:43 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 Atrolactic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.116 5.81 ng/ul 224968 1,4-Dichlorobenzene-d4 7.999

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Atrolactic acid 166 C9H1003 000515-30-0 72
2 Benzeneacetic acid, .alpha.-meth... 180 C10H1203 056143-21-6 72
3 Benzeneacetic acid, .alpha.-hydr... 166 C9H1003 013113-71-8 72
4 .alpha.-Ethyl-.alpha.-methylbenz... 150 C10H140 001565-75-9 64
5 3-Hydroxy-3-phenylbutan-2-one 164 C10H1202 003155-01-9 64
Abundance Scan 1008 (9.116 min): BP014540.D\data.ms (-1003) (-) m/z 43.00 100.00%

430 1210
5000
I BEmEEEEE
“ 8.80 9.00 9.20 9.40
0t ,ww k2070 283.1340.9406.0463.7 582.5 /7 121.00  83.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42074: Atrolactic acid
43.0 121.0
5000 L L R L R
8.80 9.00 9.20 9.40
m/z 77.00 20.84%
O‘\\\\J\\L\H\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54510: Benzeneacetic acid, .alpha.-methoxy-, methyl es
121.0
R A RRARR R
8.80 9.00 9.20 9.40
5000 m/z 50.95 17.23%
51.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42298: Benzeneacetic acid, .alpha.-hydroxy-.alpha.-met T T
121.0 8.80 9.00 9.20 9.40
43.0 m/z 78.00 13.27%
o_m‘,““km T T T e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

SFAM-EPA-BP032823.M Wed Apr 05 07:51:45 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 unknown-02 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.528 3.29 ng/ul 194868 Naphthalene-d8 10.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde, (3,3-dimethylcyclo... 152 C1@H160 026532-25-2 42
2 Acetaldehyde, (3,3-dimethylcyclo... 152 C1@H160 026532-25-2 38
3 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 27
4 2H-Inden-2-one, octahydro-3a-met... 152 C10H160 013351-29-6 25
5 1(2H)-Naphthalenone, octahydro-,... 152 C1@H160 021370-71-8 25

Abundance Scan 1078 (9.528 min): BP014540.D\data.ms (-1071) () | m/z 108.10 100.00%
410, 108.1

5000

N

o
9.50
m/z 68.95 91.22%

o 192.8 267.0324.8 399 .8459.8518.2

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29363: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (E

109.0
41.0
5000 ‘9.\50‘ \
m/z 41.00  85.24%
b

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29365: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (E

=

41.0
T T I
100.0 9.50
5000 m/z 109.05  79.56%
OHHH,,
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #29311: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)- e
109.0 9.50

m/z 95.10  74.29%

\‘J‘..HU‘. Ly, \ !

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50

o

SFAM-EPA-BP032823.M Wed Apr 05 07:51:46 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.652 5.10 ng/ul 302569 Naphthalene-d8 10.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 90
2 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 83
3 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 83
4 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 83
5 Hexanoic acid, 3,5,5-trimethyl-,... 512 C30H5606 056554-53-1 83

Abundance Scan 1099 (9.652 min): BP014540.D\data.ms (-1092) (-) m/z 57.05 100.00%

57.0
5000

=
L0 2089 207.0855.1 428.9490.1549 %50 10.00
Nolil | : 7.0355.1 428.9490.1549. .
el LA L 2089 297.0355.1 428949015491 n/; 83,10 47.67%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35399: Hexanoic acid, 3,5,5-trimethyl-
57.0

5000 T
9.50 10.00
m/z 41.00 44.72%

25.0
‘\\M“Y‘i“f\\“1‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35349: 3,3-Dimethylheptanoic acid
57.0

T
9.50 10.00

o

o

5000 m/z 56.00 25.02%
‘ 25.0
0\*¢£U”~“WW“”M***w**w**ww**H\*H*\H**\H**w**w* vafﬂywnﬂ/\ﬂAA]\JkA\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35400: Hexanoic acid, 3,5,5-trimethyl- — ——
57.0 9.50 10.00

m/z 43.00 21.83%

h \/\—/\JM
| 1250

L ~ :
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

SFAM-EPA-BP032823.M Wed Apr 05 07:51:47 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M

Quant Tit

TIC Libra

le

ry

: SVOA CALIBRATION

¢ 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 unknown-©3 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.028 4.88 ng/ul 289403  Naphthalene-d8 10.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 meso-3,4-Dicyclohexyl-2,2,5,5-te... 306 C22H42 065149-86-2 27
2 Cyclohexane, 1,5-diisopropyl-2,3... 196 C14H28 1000149-58-8 27
3 2,6,10,14-Tetramethyl-7-(3-methy... 348 C25H48 1000370-41-6 27
4 3-Thiopheneacetic acid, methyl e... 156 C7H802S 058414-52-1 18
5 Oxalic acid, cyclohexylmethyl no... 312 C18H3204 1000309-68-6 14

Abundance Scan 1163 (10.028 min): BP014540.D\data.ms (-1154) (- | m/z 43.00 100.00%
43.0
156.1 T
10.00
ol Al L 2211 2951 36744292 8225 - y/z 69.00  71.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207440: meso-3,4-Dicyclohexyl-2,2,5,5-tetramethylhexa
97.0
5000 e :
10.00
193.0 ITI/Z 97.00 53.60%
O ‘!11‘306-0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #71779: Cyclohexane, 1,5-diisopropyl-2,3-dimethyl-
97.0
T \
10.00
5000 m/z 41.00 48.22%
7.
‘H Il “ 15‘ 0 L
O e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #258151: 2,6,10,14-Tetramethyl-7-(3-methylpent-4-enylid —— ‘
69.0 10.00
m/z 95.05 42.61%
5000
139.0
‘ ‘ ‘F‘ 207.0264.0 348.0
0 H\J\\MN\MMHWM‘HHH‘M\\M\\q\\u‘\u\‘u\\w\\w\ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00

SFAM-EPA-BP032823.M Wed Apr 05 07:51:49 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 Bicyclo[3.1.1]heptan-2-one,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

10.087 5.31 ng/ul 314740  Naphthalene-d8 10.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 91
2 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 78
3 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 024903-95-5 53
4 Spiro[2.3]hexane-5-carboxylic ac... 278 C18H3002 1000152-25-7 45
5 1-Cyclohexylethanol, trifluoroac... 224 C10H15F302 1000365-19-2 38

Abundance Scan 1173 (10.087 min): BP014540.D\data.ms (-1169) (- m/z 83.00 100.00%
83.0

5000

N

avAl
L‘ } 2089 10.00
A1 £49.0208.9267.9 3384 42924941  nm/z 55,00 59.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20298: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)-
83.0

o

3

5000 L —
10.00

m/z 81.00 40.70%
I,

i Jl L.

RN NN R R R R R RN RN RN R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #20297: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)-
83.0

o

-

T
10.00
5000 m/z 95.00 39.23%

lS-H J jl I, } L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #20279: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl- e
3.0 10.00
m/z 39.00 33.29%

o

=

5000

. 24@4‘ iy

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00

=

SFAM-EPA-BP032823.M Wed Apr 05 07:51:50 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 Bicyclo[2.2.1]heptan-2-0l, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.363 8.12 ng/ul 481657 Naphthalene-d8 10.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-0l1, 2,3,3... 154 C1@H180 000465-31-6 81
2 Bicyclo[2.2.1]heptan-2-0l1, 2,3,3... 154 C1@H180 000465-31-6 46
3 Prenol 86 C5H100 000556-82-1 43
4 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 35
5 1,3-Dimethylbutyl butyrate 172 C1eH2002 005332-88-7 35

Abundance Scan 1220 (10.363 min): BP014540.D\data.ms (-1212) (- m/z 71.00 100.00%

71.0 ' '
5000
- aiS)
‘ MN 2000 10.00 1050
ol it 'Lw“k,w,w‘z‘g‘l‘f’?f“l‘ 141374758 546« n/7 43.00  99.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #31209: Bicyclo[2.2.1]heptan-2-ol, 2,3,3-trimethyl-
43.0

2

5000
10.00 10.50

‘ WFF m/z 69.10 54.38%
O‘\\M“‘h\ ! H‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #31201: Bicyclo[2.2.1]heptan-2-ol, 2,3,3-trimethyl-

?

71.0
10.00 10.50
5000 m/z 41.00 49.62%
l ' Pseo
o“wﬂwﬂwJWMLM,H"W“‘_“w“u“u“‘u“u“““‘_
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #1913: Prenol — —
71.0 10.00 10.50
m/z 55.00  29.79%
h J\/J\nyjqjv\/mwaJ
OMH",,‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

SFAM-EPA-BP032823.M Wed Apr 05 ©7:51:51 2023 Page: 17



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP040323\

Data File : BP@14540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823 .M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 19 Morpholine, 4-acetyl- Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
10.769 3.17 ng/ul 187865 Naphthalene-d8 10.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-acetyl- 129 C6H11NO2 001696-20-4 94
2 Morpholine, 4-acetyl- 129 C6H11NO2 001696-20-4 83
3 Morpholine, 4-acetyl- 129 C6H11NO2 001696-20-4 43

1000307-31-7 42
005691-21-4 37

4 2-Methylpropionic acid, morpholide 157 C8H15N02
5 Cyclohexanemethanol, 2-amino-, t... 129 C7H15NO

Abundance Scan 1289 (10.769 min): BP014540.D\data.ms (-1284) (- m/z 57.05 100.00%

57.0
5000
129.0

0 dblyll 22092821 3474168 s34z 00 02304
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14735: Morpholine, 4-acetyl-
57.0
5000 T T T T T
129.0 10.50 11.00

m/z 56.05 72.13%

O‘\\ [1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14733: Morpholine, 4-acetyl-
57.0

T
10.50 11.00

a1

m/z 85.95 56.06%
5000 129.0 /
0“L‘JH“\!\"N‘w"uwH‘mWm‘m“Huwm‘uwmw
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14734: Morpholine, 4-acetyl- T T
57.0 10.50 11.00

m/z 114.00  32.34%

5000 129.0 \//\\/J\w
0 M»\‘xl

Py \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 unknown-04 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.087 3.29 ng/ul 194790  Naphthalene-d8 10.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 4-hydroxybutanoate 118 C5H1e03 000925-57-5 37
2 Pentanoic acid, 4-methyl-2-methy... 145 C7H15NO2 004125-95-5 25
3 1-Isoasparagine 132 C4H8N203 1000132-80-6 22
4 Methyldiethanolamine 119 C5H13NO2 000105-59-9 22
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 14
Abundance Scan 1343 (11.087 min): BP014540.D\data.ms (-1337) (- | m/z 43.00 100.00%
43.0
5000 W
15.0 T 1
11.00
208.9
oﬁl i S0 2069 3410 414.94769 5407/, 57,05  83.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9877: Methyl 4-hydroxybutanoate
43.0
5000 — :
11.00
m/z 87.95 70.03%
0 ’ ‘ D0.0
TT ‘1!\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #24767: Pentanoic acid, 4-methyl-2-methylamino-
88.0
R \
11.00
5000 m/z 73.00 63.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16249: |-Isoasparagine T ‘
88.0 11.00
m/z 87.00 54.66%
B U\/\/J\/J\\[f\,\/
O bl v e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
11.258 2.07 ng/ul 122827 Naphthalene-d8 10.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 35
2 1,3-Dioxolane-2-propanal, 2-methyl- 144 C7H1203 024108-29-0 22
3 3-Undecanol, 3-ethyl- 200 C13H280 062101-31-9 14
4 Ethyl 3-methyl-2-oxobutyrate 144 C7H1203 020201-24-5 11
5 Propanoic acid, 2-methyl-, 1-met... 158 C9H1802 054340-93-1 10

Abundance Scan 1372 (11.257 min): BP014540.D\data.ms (-1366) (- m/z 101.95 100.00%

102.0
43.0
5000

” 208.9 281.0343.0 11.00 11.50
s, 2950 201034304001 5067 nsp 71,05 84.32%

\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90203: Dodecane, 2,6,11-trimethyl-

57.0

5000 — e
11.00 11.50

m/z 87.00  84.26%

7.0
‘\\”\‘f“\“\\“F-\‘F\“\\‘\J\]-\9\7‘.\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23872: 1,3-Dioxolane-2-propanal, 2-methyl-
87.0

o

o

1ﬂoo l£50
5000 m/z 43.00 76.37%
Ohllw \Whﬁk/\vwkawvajjmu
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #76039: 3-Undecanol, 3-ethyl- T —
87.0 11.00 11.50

m/z 41.05 67.50%

LT M

- — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M

Quant Tit

TIC Libra

le

ry

: SVOA CALIBRATION

¢ 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 23 unknown-©5 Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
11.652 3.50 ng/ul 207256  Naphthalene-d8 10.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methyl-4-deoxy-2-0-methyl.beta.l... 204 C8H1206 1000312-10-0 43
2 Methyl-2,3,4--tri-0-methyl.alpha... 220 C10H2005 003253-23-4 43
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 40
4 Methyl(methyl-4-deoxy-2-0-methyl... 218 C9H1406 052545-23-0 38
5 Glycine, N-methoxycarbonyl-, tri... 315 C17H33NO4 1000313-49-3 38

Abundance Scan 1439 (11.652 min): BP014540.D\data.ms (-1433) (- m/z 88.00 100.00%

88.0
5000

AN
Ll s 11.50 12.00
A TP7207.0266.9327.0 42904909548 s 43.08  49.97%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80764: Methyl-4-deoxy-2-O-methyl.beta.l-threo-hex-4-e
88.0

5000

o

T
11.50 12.00
m/z 87.00  48.32%

\l155.o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98228: Methyl-2,3,4--tri-O-methyl.alpha.l-rhamnopyrano
88.0

—r
11.50 12.00
5000 m/z 41.00 35.10%

o

zgw'ﬂ)m\ \‘ i 176.0

A e

mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9192: Acetic acid, diethyl- T
88.0 11.50 12.00
m/z 73.00  33.94%

5000
27.

R A R e A -

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 25 unknown-06 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.805 3.26 ng/ul 193440 Naphthalene-d8 10.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-ethyl-, methyl ... 130 C7H1402 000816-11-5 43
2 Butanoic acid, 2-ethyl-, methyl ... 130 C7H1402 000816-11-5 38
3 Butanoic acid, 2-ethyl-, methyl ... 130 C7H1402 000816-11-5 38
4 1-Norleucenine ethyl ester 226 C10H14N204 180995-53-3 22
5 Butanoic acid, 4-(2-oxocyclopent... 170 C9H1403 003296-46-6 15

Abundance Scan 1465 (11.804 min): BP014540.D\data.ms (-1461) (-] ' m/z 43.00 100.00%
43.0
102.0

?

5000
1150 12,00
280 8 : :
oMLY H e A0 L TUL 34304008 4889849 . 41 .05  87.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15535: Butanoic acid, 2-ethyl-, methyl ester
43.0
102.0
5000 — e
11.50 12.00
l m/z 102.00 83.24%
0‘\\”\‘ [‘HT”\\‘ \‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15544: Butanoic acid, 2-ethyl-, methyl ester
102.0
e ol
4 11.50 12.00
s000] 3° m/z 55.00 80.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15528: Butanoic acid, 2-ethyl-, methyl ester P ——
43.0 102.0 11.50 12.00
m/z 73.00 77.40%
- MM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 27 Phenol, p-tert-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.169 5.67 ng/ul 336028 Naphthalene-d8 10.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 95
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 93
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 90
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 90
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 90

Abundance Scan 1527 (12.169 min): BP014540.D\data.ms (-1519) (- m/z 135.00 100.00%
135.0

5000

>

H77ﬁ ) 12.00 12.50
o ddd gl 2069 28113432 4280 5441 .. 167 00  49.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl-
135.0

5000 — e
12.00 12.50

m/z 150.00  17.49%

77.
l‘-\S;(W)g‘f”fl\W“fﬁ‘l\%\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27475: Phenol, p-tert-butyl-
135.0

Pty 0
12.00 12.50

o

o

5000 m/z 95.00 15.63%
41.0
T VITIO | —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27477: Phenol, m-tert-butyl- T T
135.0 12.00 12.50

m/z 77.00  13.85%

5000
41.0

04 \l.m al L’ —

‘\\‘\\‘\\\\‘l\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823 .M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 29 (1R,2R,4R)-4-(2-Hydroxyprop... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.816  3.80 ng/ul 316169 Acenaphthene-die 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,2R,4R)-4- (2-Hydroxypropan-2-... 188 C16H2003 693861-31-5 56

2 Dimethylmalonic acid, 4-chloroph... 452 C26H41C104 1000361-98-3 53
3 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 42
4 2-METHYLHEPT-1-EN-3-OL 128 C8H160 013019-19-7 38

5 Ether, 1-hexadecenyl methyl, (Z)- 254 C17H340 020246-43-9 38

Abundance Scan 1637 (12.816 min): BP014540.D\data.ms (-1632) (- m/z 71.00 100.00%
71.0

5000

-

T : :
i 12.50 13.00

L 3? 207.0267.0 354.9414.6 489.8549.
Ottt b EEE T AR PNSIAR ARSSY m/z 43.00  68.93%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #62426: (1R,2R,4R)-4-(2-Hydroxypropan-2-yl)-1-methylc
43.0

-

112.0

5000 — —
12.50 13.00
m/z 59.00  56.78%

[ Jﬂ”’mleOO

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326277: Dimethylmalonic acid, 4-chlorophenyl pentadec

o

=

71.0
i ‘ ‘
12.50 13.00
5000 m/z 112.00 18.66%
325.0
‘ 169.0
243.0
o“ﬂu‘ﬂJﬂA”pr"_muu‘m‘wu‘w“u‘uéﬁgpu‘u“_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2000: 3-Buten-2-ol, 2-methyl- — —
71.0 12.50 13.00
m/z 41.00 13.21%
5000

=

Ol-hml

|
(LA B B L L B L B B L B B B SR O T [ -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 30 2,4-Heptadiene, (E,E)- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.710 3.26 ng/ul 270955  Acenaphthene-di10 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 53
2 1,3-Pentadiene, 2,4-dimethyl- 96 C7H12 001000-86-8 49
3 1,3-Pentadiene, 2,3-dimethyl- 96 C7H12 001113-56-0 47
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 47
5 (S)-2,5-Dimethyl-3-vinylhex-4-en... 154 C1@H180 035671-15-9 47

Abundance Scan 1789 (13.710 min): BP014540.D\data.ms (-1784) (- m/z 81.00 100.00%

81.0
5000

T 7
13.50 14.00
ol 222.0282.0 355.9 424.9 490.1549.! m/z 96.10 81.65%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3227 2,4-Heptadiene, (E,E)-
81.0

5000 R —
13.50 14.00

m/z 43.00 30.12%

23‘1J ]‘.l \lJ\f T‘ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3275: 1,3-Pentadiene, 2,4-dimethyl-

81.0

o

T 7
13.50 14.00

5000 m/z 41.05 26.45%

€

ts.pJ ‘h |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #3277: 1,3-Pentadiene, 2,3-dimethyl- —— —
81.0 13.50 14.00

m/z 111.00  25.62%

|

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 31 Benzoic acid, p-tert-butyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.481 4.58 ng/ul 381287  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 93
2 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 90
3 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 64
4 4-tert-Butyl-2,6-dimethylphenol 178 C12H180 000879-97-0 59
5 2-Propenal, 3-(2,6,6-trimethyl-1... 178 C12H180 004951-40-0 53

Abundance Scan 1920 (14.481 min): BP014540.D\data.ms (-1914) (] ' m/z 163.05 100.00%
1638.1

-

5000
91.0
o
Ll L o0
b bbiali oy 1} 2221 3269 4009 488.9547( ./, 91 @9  33.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 T
91.0 14.50

m/z 135.00 30.90%

27“'?\1 bl

O‘\\\f‘f\f\[\\f\k‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
S
14.50
5000 ITI/Z 43.00 17.63%
91.0
zg'hxﬂ‘nu\ l
O e A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol —
163.0 14.50
m/z 77.00 16.18%
- M\/W
0 1050
Ot ekt e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 32 unknown-07 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.581 9.05 ng/ul 753005  Acenaphthene-di10 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Imidazole,1l-ethyl-2-methyl 110 C6H1ON2 021202-52-8 27
2 Hepten-2-yl tiglate, 6-methyl-5- 210 C13H2202 1000383-64-5 25
3 1H-Imidazole-4-ethanamine, 1,5-d... 139 C7H13N3 053966-45-3 22
4 1H-Imidazole, 5-octanoyl- 194 C11H18N20 061985-27-1 22
5 2,4-Hexadiene, 2,3-dimethyl- 110 C8H14 005678-98-8 22
Abundance Scan 1937 (14.581 min): BP014540.D\data.ms (-1931) (- m/z 43.00 100.00%
43.0 108.0
5000
196.1
T \
n
ol MALALL 1, | 2670 3551 4201 5106 o 1ogo0 95
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6492: 1H-Imidazole,1-ethyl-2-methyl
7o 1100
5000 — :
14.50
‘ m/z 110.85  79.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87343: Hepten-2-yl tiglate, 6-methyl-5-
95.0
T \
14.50
5000 m/z 111.10 57.73%
0 HHM“‘J““M""""H"""""H,WWWHWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #20428: 1H-Imidazole-4-ethanamine, 1,5-dimethyl- — ‘
110.0 14.50
m/z 95.00 51.85%
5000
42.
AT o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 34 unknown-08 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.910 5.72 ng/ul 476003  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Acetyl-N-propyl-3,4-methylened... 263 C15H21NO3 1000123-03-1 27
2 Pentedrone, N-acetyl- 233 C14H19N02 1000448-38-9 27
3 Valeramide, N-(2-pentyl)-N-propyl- 213 C13H27NO 1000489-76-7 27
4 N-Acetyl-DL-leucine, 2-methylpro... 229 C12H23NO3 1000453-80-3 27

5 4-Amino-3-chloro-N-[2-(diethylam... 311 C15H22CIN302 227014-59-7 22

Abundance Scan 2163 (15.910 min): BP014540.D\data.ms (-2159) (- m/z 86.00 100.00%
86.0
—=
16.00
ol 268.8 340.8401.0 489.1549.( m/z 127.05 62.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151732: N-Acetyl-N-propyl-3,4-methylenedioxyampheta
86.0
162.0
5000 I
16.00
m/z 71.00 35.57%
AR
‘\\\\’\\\\‘\\f\‘\\\f‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #114892: Pentedrone, N-acetyl-
86.0
—r
16.00
5000 ITI/Z 93.00 28.51%
01289, 1)1 1480 233.0
et e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91011: Valeramide, N-(2-pentyl)-N-propyl- e
86.0 16.00
m/z 41.05 27.49%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00

SFAM-EPA-BP032823.M Wed Apr 05 ©7:52:05 2023 Page: 28



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 35 Benzophenone Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
16.016 4.55 ng/ul 378996  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H1e0 000119-61-9 93
4 Benzophenone 182 C13H1e0 000119-61-9 91
51,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
Abundance Scan 2181 (16.016 min): BP014540.D\data.ms (-2178) (- m/z 105.00 100.00%
105.0
T \
39 16.00
Of o b 281:0339.2400.9461.0521.2 /7 77 00 76.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56927: Benzophenone
105.0
182.0
5000 — ‘
16.00
m/z 182.05  48.23%
O \\\\}\\”\\‘\\\\’h\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56922: Benzophenone
105.0
T \
16.00
5000 182.0 m/z 51.00 28.36%
0 27"0‘ il A
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56925: Benzophenone T
105.0 16.00
m/z 50.00 9.16%
182.0
5000
\\\‘\‘\\l\\‘\\\\’h\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 36 Benzenesulfonamide, N-ethyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

16.181 14.63 ng/ul 1682220  Phenanthrene-d10 17.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 98
2 N3, N.alpha.-bis*ptoluenesulfony... 462 C20H22N405S2 1000130-21-9 50
3 Tolbutamide 270 C12H18N203S 000064-77-7 50
4 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 49
5 p-Toluenesulfonylacetonitrile 195 CSH9ONO2S 005697-44-9 47

Abundance Scan 2209 (16.181 min): BP014540.D\data.ms (-2203) (- m/z 91.00 100.00%

91.0
5000
155.0
L

| ’ I 16.00 1650
Al L LG 267.0 34114021 47685363 /7 155,00  30.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #75203: Benzenesulfonamide, N-ethyl-2-methyl-
91.0

o

5000 - —f
155.0 16.00 16.50

m/z 65.00  29.84%

T?’d\l[[
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #329459: N3, N.alpha.-bis*ptoluenesulfonyl)histidineamid
91.0

o

1600 1650
5000 m/z 90.00 25.25%
155.0
Oﬂhih k{w\”L‘\H?iqu\H“w“ﬁ%ggww“w“w‘ ﬂA
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #160125: Tolbutamide —
91.0 16 00 16.50

m/z 199.10 17.77%

5000
155.0
0 th w ‘

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1600 16.50

M
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 37 Benzenesulfonamide, N-ethyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.692 8.74 ng/ul 1005400  Phenanthrene-d10 17.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 97
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 96
3 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 91
4 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 91
5 N-isobutyl-4-methylbenzenesulfon... 227 C11H17NO2S 023705-38-6 86
Abundance Scan 2296 (16.692 min): BP014540.D\data.ms (-2291) (- m/z 91.00 100.00%
91.0
155.0
5000
= =
16.50 17.00
ob ik L 1L 2691 854.94158475.1 549. /7 155.00  62.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75205: Benzenesulfonamide, N-ethyl-4-methyl-
91.0
155.0
5000 L UL U
16.50 17.00
m/z 184.00  41.24%
O ‘\Z\QH.RHXHW"WT\‘W“\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75201: Benzenesulfonamide, N-ethyl-4-methyl-
91.0 L
155.0 e ——
16.50 17.00
5000 m/z 65.00 28.51%
28.
0 _u"mh‘_wwwH,mWm,w_m_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75207: Benzenesulfonamide, N-ethyl-4-methyl- T —
155.0 16.50 17.00
m/z 92.00 13.01%
91.0
5000
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 38 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.287 11.57 ng/ul 1330760  Phenanthrene-d10 17.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tridecanoic acid 214 C13H2602 000638-53-9 95
Abundance Scan 2567 (18.287 min): BP014540.D\data.ms (-2563) (- m/z 73.00 100.00%
73.0
5000 %/L
213 2 == —
“‘ } 1‘ 18.00 18.50
O Al LS ‘w\wm??l 13410 4151 489.0548. /7 43.05  85.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — —
129.0 18.00 18.50
m/z 60.00 82.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
— —
18.00 18.50
5000 256.0 m/z 55.00 70.85%
129.0
o_“fH‘ J“HMLH “Hr?‘mPwH‘“HHWWW,W,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid 7 —
73.0 18.00 18.50
m/z 41.10 68.63%
256.0
5000
“ 57.0
oJ“‘H\H'L“HL“ e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 39 4-Fluoro-2,3-dihydro-1H-ind... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

19.045 4.78 ng/ul 549770  Phenanthrene-d10 17.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Fluoro-2,3-dihydro-1H-indole, ... 151 C9H1OFN 1851835-07-8 60
2 2-Oxoadamantane-1-carboxamide 193 C11H15N02 041171-77-1 35
3 Benzenemethanol, 3-(dimethylamino)- 151 C9H13NO 023501-93-1 30
4 6-Benzothiazolamine 150 C7H6N2S 000533-30-2 25
5 4,6-Diaminopyrazolo[3,4-d]pyrimi... 150 C5H6N6 005413-80-9 22

Abundance Scan 2696 (19.045 min): BP014540.D\data.ms (-2693) (- m/z 59.00 100.00%
59.0 150.1

5000

-

‘d“ |||} 21012681 3558 19.00
ALY, PR 1268 3858 4302 5351 n/; 43,00 92.13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #28902: 4-Fluoro-2,3-dihydro-1H-indole, N-methyl-

o

:

150.0
5000 — :
19.00
m/z 150.05 90.62%
Ol‘-\s\.(\)\f‘\ﬁﬁl\c‘al\\‘\”\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67758: 2-Oxoadamantane-1-carboxamide
150.0
R \
19.00
5000 m/z 151.05 61.28%
79.0

-

|

20@1 J“ I\hm‘“u‘l\ JL L

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28998: Benzenemethanol, 3-(dimethylamino)- o ‘
150.0 19.00
m/z 93.00 33.05%
77.0
O Y TN -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 42 1H-1,3,2-Benzodiazaborole, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.110 9.54 ng/ul 1158130  Chrysene-d12 21.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 64
2 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 59
3 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 59
4 2-Isoquinolineacetamide, N-cyclo... 258 C16H22N20 1000338-10-0 59
5 3-(Nitromethyl)phthalide 193 C9H7NO4 003598-68-3 53
Abundance Scan 3047 (21.110 min): BP014540.D\data.ms (-3043) (- m/z 146.05 100.00%
146.1
5000 JL
43 0 — —
‘ 1 ‘ 2151 2810 21.00 21.50
0 waMQMH%w‘H‘w“H‘H“_3ﬂﬁ%‘4ﬁ5%?259‘§4ﬁ m/z 131.05  33.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146.0
5000 — —
21.00 21.50
m/z 43.00 23.48%
O \‘\Jf“\\l\l\l[‘\f\‘T‘W“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentaler
146.0
—— —
21.00 21.50
5000 m/z 133.00 18.59%
7.
0 “‘J,‘n‘.u‘.Ii‘\?‘J“‘ulm""“m""Wm_m‘mwm‘mw ij\w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25701: 1H-Benzimidazole, 5,6-dimethyl- —— ——
146.0 21.00 21.50
m/z 117.05 18.49%
- \J‘WA/
65.0 |
] —r— —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample 1 02122-04

Misc

ALS vial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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 43 n-Tetracosanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.175 8.86 ng/ul 1075310  Chrysene-d12 21.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1-Tetracosene 336 C24H48 010192-32-2 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 Heptacos-1-ene 378 C27H54 015306-27-1 94

Abundance Scan 3058 (21.175 min): BP014540.D\data.ms (-3055) (- m/z 55.05 100.00%

55.0
5000
1p5.1 AL T
| 9302 | 21.00 21.50
oAby, SPT2981 4151 4901549 mjz 57.05  96.11%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
5000 = —
21.00 21.50
125.0 m/z 83.05 92.09%
O‘\\ll\“\"

11y, asm0 aome
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0

T —
21.00 21.50

5000 m/z 43.05 89.46%

125.0
‘ 336.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #232316: Behenic alcohol T ‘ ‘
83.0 21.00 21.50

m/z 69.05 82.74%

190 |11 1] M‘F?"O 222,0280.0

T
T

O R — ‘
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP014540.D

Acqg On : 04 Apr 2023 22:00
Operator : CG/JU

Sample : 02122-04

Misc :

ALS Vvial : 63 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA 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|
Paraldehyde 4.211 5.2 ng/ul 201035 1 7.999 774195 20.0
1,3-Oxathiolane 4.593 11.6 ng/ul 448886 1 7.999 774195 20.0
N-Ethylmorpholine 5.717 8.9 ng/ul 345609 1 7.999 774195 20.0
1,3-Propanedianm... 6.952 3.9 ng/ul 150524 1 7.999 774195 20.0
unknown-01 7.458 4.7 ng/ul 180467 1 7.999 774195 20.0
Tetramethylbuta... 8.087 4.9 ng/ul 190880 1 7.999 774195 20.0
Benzenamine, 3-... 9.005 180.3 ng/ul 6978100 1 7.999 774195 20.0
Atrolactic acid 9.116 5.8 ng/ul 224968 1 7.999 774195 20.0
unknown-02 9.528 3.3 ng/ul 194868 2 10.822 1185840 20.0
Hexanoic acid, 9.652 5.1 ng/ul 302569 2 10.822 1185840 20.0
unknown-03 10.028 4.9 ng/ul 289403 2 10.822 1185840 20.0
Bicyclo[3.1.1]h... 10.087 5.3 ng/ul 314740 2 10.822 1185840 20.90
Bicyclo[2.2.1]h... 10.363 8.1 ng/ul 481657 2 10.822 1185840 20.0
Morpholine, 4-a... 10.769 3.2 ng/ul 187865 2 10.822 1185840 20.0
unknown-04 11.087 3.3 ng/ul 194790 2 10.822 1185840 20.0
(DEL) Alkane: S... 11.258 2.1 ng/ul 122827 2 10.822 1185840 20.0
unknown-05 11.652 3.5 ng/ul 207256 2 10.822 1185840 20.0
unknown-06 11.805 3.3 ng/ul 193440 2 10.822 1185840 20.0
Phenol, p-tert-... 12.169 5.7 ng/ul 336028 2 10.822 1185840 20.0
(1R,2R,4R)-4-(2... 12.816 3.8 ng/ul 316109 3 14.651 1664100 20.0
2,4-Heptadiene,... 13.710 3.3 ng/ul 270955 3 14.651 1664100 20.0
Benzoic acid, p... 14.481 4.6 ng/ul 381287 3 14.651 1664100 20.0
unknown-07 14.581 9.1 ng/ul 753005 3 14.651 1664100 20.0
unknown-08 15.910 5.7 ng/ul 476003 3 14.651 1664100 20.0
Benzophenone 16.016 4.5 ng/ul 378996 3 14.651 1664100 20.0
Benzenesulfonam... 16.181 14.6 ng/ul 1682220 4 17.416 2299650 20.0
Benzenesulfonam... 16.692 8.7 ng/ul 1005400 4 17.416 2299650 20.0
n-Hexadecanoic ... 18.287 11.6 ng/ul 1330760 4 17.416 2299650 20.0
4-Fluoro-2,3-di... 19.045 4.8 ng/ul 549770 4 17.416 2299650 20.0
1H-1,3,2-Benzod... 21.110 9.5 ng/ul 1158130 5 21.504 2428230 20.0
n-Tetracosanol-1 21.175 8.9 ng/ul 1075310 5 21.504 2428230 20.0
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