LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124990.D

Acqg On : 8 Aug 2021 00:00
Operator : JU/CG

Sample : M3310-01 5X

Misc :

ALS Vvial : 17 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF124990.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.439 568 570 574 rBB 21522 16589 15.75% 2.647%
2 6.457 740 743 746 rBV 24740 17652 16.76% 2.817%
3 6.828 803 806 809 rBB 45853 36463 34.63% 5.818%
4 7.386 899 901 904 rBB 15628 11404 10.83% 1.820%
5 8.110 1021 1024 1028 rBB 55212 44291 42.06% 7.067%
6 9.186 1204 1207 1209 rBB 24092 18696 17.75% 2.983%
7 9.869 1319 1323 1325 rBB 52531 45614 43.32%  7.279%
8 10.651 1454 1456 1458 rBB 9690 5989 5.69% 0.956%
9 11.351 1572 1575 1578 rBV 55600 39668 37.67% 6.330%
10 11.739 1638 1641 1644 rBB 41626 29575 28.09% 4.719%

11 12.427 1754 1758 1760 rBV 117573 105301 100.00% 16.803%

12 12.451 1760 1762 1767 rVB 108248 88024 83.59% 14.046%
13 12.533 1773 1776 1778 rBB 14827 12392 11.77% 1.977%
14 12.563 1779 1781 1783 rBB 1940 1220 1.16% ©.195%
15 12.933 1841 1844 1847 rBB 19456 14698 13.96%  2.345%
16 13.680 1967 1971 1975 rBB 1504 1911 1.81% ©.305%
17 13.827 1994 1996 1997 rBV 1541 1157 1.10% ©.185%
18 13.986 2020 2023 2026 rBV 38319 35489 33.70% 5.663%
19 14.151 2047 2051 2053 rVB3 1179 1420 1.35% 0.227%
20 14.357 2083 2086 2090 rVB2 1061 1596 1.52% 0.255%
21 14.398 2090 2093 2097 rBV 2284 3067 2.91% ©.489%
22 14.445 2097 2101 2103 rVV2 2153 2088 1.98% 0.333%
23 14.480 2106 2107 2111 rVB 1239 1378 1.31% 0.220%
24 14.545 2114 2118 2119 rBV2 2172 2955 2.81% 0.472%
25 14.656 2134 2137 2139 rBV3 1241 1121 1.06% ©.179%
26 14.751 2149 2153 2156 rBV 1425 2041 1.94% 0.326%
27 14.898 2175 2178 2179 rVB2 2036 1511 1.43% 0.241%
28 14.951 2184 2187 2190 rVV5 1182 1621 1.54% ©.259%
29 15.021 2195 2199 2203 rBV3 2043 3846 3.65% 0.614%
30 15.080 2205 2209 2213 rVB2 1810 2762 2.62% 0.441%
31 15.168 2222 2224 2226 rVB2 1348 1121 1.06% ©.179%
32 15.192 2226 2228 2231 rBV3 1474 1529 1.45% 0.244%
33 15.233 2233 2235 2241 rVB3 987 1600 1.52% 0.255%
34 15.321 2247 2250 2252 rVB2 1077 1236 1.17% ©.197%
35 15.392 2259 2262 2264 rVB2 1370 1231 1.17% ©.196%
36 15.451 2268 2272 2277 rVB 24289 27980 26.57% 4.465%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124990.D

Acqg On : 8 Aug 2021 00:00
Operator : JU/CG

Sample : M3310-01 5X

Misc :

ALS Vvial : 17 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.486 2277 2278 2283 rBV3 1037 1217 1.16% 0.194%
38 15.580 2292 2294 2297 rVB2 1116 1197 1.14% 0.191%
39 15.645 2303 2305 2307 rVB3 1753 1127 1.07% 0.180%
40 15.845 2338 2339 2342 rBV2 1679 1484 1.41% 0.237%
41 15.886 2342 2346 2350 rVvv3 2738 4169 3.96% 0.665%
42 16.127 2384 2387 2392 rBvV4 1512 2522 2.40% 0.402%
43 16.292 2412 2415 2418 rBvV3 1199 1322 1.26% 0.211%
44 16.386 2428 2431 2432 rBV2 2101 2084 1.98% 0.333%
45 16.498 2447 2450 2452 rBV2 905 1174 1.11% 0.187%
46 16.568 2457 2462 2466 rVB 2394 3967 3.77% 0.633%
47 16.650 2473 2476 2480 rBV 694 1483 1.41% 0.237%
48 16.680 2480 2481 2484 rVB2 1618 1244 1.18% 0.199%
49 16.768 2494 2496 2498 rVB 1208 1173 1.11% 0.187%
50 16.798 2498 2501 2503 rVB2 1481 1410 1.34% 0.225%
51 16.833 2503 2507 2508 rBvV2 1108 1231 1.17% 0.196%
52 16.974 2525 2531 2533 rBV2 1326 2401 2.28% 0.383%
53 17.056 2541 2545 2546 rBV 1070 1507 1.43% 0.240%
54 17.286 2581 2584 2588 rBV 827 1411 1.34% 0.225%
55 17.639 2641 2644 2645 rBV2 1689 1779 1.69% 0.284%
56 17.656 2645 2647 2652 rVB2 1198 1653 1.57% 0.264%
57 17.980 2698 2702 2703 rBB2 1455 1265 1.20% 0.202%
58 18.121 2722 2726 2727 rBV 1106 1232 1.17% 0.197%
59 18.209 2738 2741 2744 rVB 849 1176 1.12% 0.188%
60 18.415 2773 2776 2778 rBV 1038 1222 1.16% 0.195%
Sum of corrected areas: 626686
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

¢ M3310-01 5X

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
BF124990.D

8 Aug 2021 00:00

JU/CG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124990.D

Acqg On : 8 Aug 2021 00:00
Operator : JU/CG

Sample : M3310-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Pentadecanoic acid, 14-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.739 14.91 ng 29575  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
Abundance Scan 1641 (11.739 min): BF124990.D\data.ms (-1638) (1 m/z 74.10 100.00%
74.1
5000 43.0
143.1 9972 —— —
H H 171019911 2701 11.50 12.00
bl e e L m/z 87.18 74.86%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 43.0 AL T
11.50 12.00
m/z 43.00 46.38%
0 “Mwhullomso 185.0 227.0 270.(
H\‘HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
T ‘ T \A\ ‘ T
11.50 12.00
5000 m/z 41.10 42.21%
43.0
143.0
0 ‘H \“ ‘\‘ Wl \1150 171.0199. 022\70 270.
H\‘HH‘HH‘HH‘HH“HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126207: Methyl tetradecanoate T . —
74.0 11.50 12.00
m/z 55.00 35.37%
5000
43.0 143.0
199.0
242.0
o150, | LIl o, | amg I
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\BF@80721\
Data File : BF124990.D

Acqg On : 8 Aug 2021 00:00
Operator : JU/CG

Sample : M3310-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Chloroethyl linoleate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.427 53.09 ng 105301  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 93
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 76
3 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 74
4 3,4-Octadiene, 7-methyl- 124 C9H1e6 037050-05-8 74
5 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 70

Abundance Scan 1758 (12.427 min): BF124990.D\data.ms (-1754) (. m/z 67.10 100.00%
263.1 12.50
T m/z 81.10 82.55%

6
5000
ol Ll
miz--> 50 100 150 200 250 300

Abundance #251016: 2-Chloroethyl linoleate

67.0
5000 T
12.50
09.0 m/z 55.10 82.12%
150.0 263.0
1 b “\h ‘d‘ H“\ \‘Hh\ “M\‘ Wu B I ‘\ T ?’4“2“
50

miz-> 100 150 200 250 300

Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
.0

T ‘/\ A\
12.50
5000 m/z 41.10 78.95%
09.0
149.0
0 ‘\“\ LM‘L‘HH Hhm‘uhwﬂ“‘ [T ‘26‘?"0‘ R
0 \ \ I I I

1
09.1
i

o

miz-> 100 150 200 250 300
Abundance #12215: Bicyclo[2.2.2]octane, 2-methyl- : ‘[\ s
67.0 12.50
124.0 m/z 95.10 61.83%
5000
0 e H—
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124990.D

Acqg On : 8 Aug 2021 00:00
Operator : JU/CG

Sample : M3310-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 10-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.451 44.38 ng 88024  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
2 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 87
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 86
4 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 76
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 70
Abundance Scan 1762 (12.451 min): BF124990.D\data.ms (-1760) (.  m/z 55.10 100.00%
55.1
5000
8.0
264.1 ‘ \/\ X
23.0 180.1 222.2 ‘ 12.50
0 Ll I 1“ 1 ‘ m/z 41.10  68.24%
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
53.0
5000 j \[\A‘
8[r. 12.50
m/z 83.05 57.38%
“ | 230 180.0 222.0 296
oL “‘ H\ Iy \\ u‘w\\‘mm‘ wHU\ o ol ‘L el “‘ . ‘
miz-> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
T ‘,( T
12.50
5000 m/z 69.05 54.85%
97.0
264.0
38.0 1800 222.0
01"5‘0\\‘ U‘ H\‘H\ ‘HM\ Jlu ally \h o S ‘ ‘h‘ ‘2‘96‘(:
miz--> 50 100 15 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester : ‘ﬂ ‘
. 12.50
m/z 43.00 52.52%
5000
264.0
23.0  180.0 2220 ]\
O,

m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124990.D

Acqg On : 8 Aug 2021 00:00
Operator : JU/CG

Sample : M3310-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Undecanoic acid, 10-methyl-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.533 6.25 ng 12392  Phenanthrene-die 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 78
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 78
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 78
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 72
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 72
Abundance Scan 1776 (12.533 min): BF124990.D\data.ms (-1773) (- m/z 74.00 100.00%
74.0
5000 43.1
143.1 LU :
‘ ‘ 100.9 255 12.50
Ol L L e m/z 87.00 78.43%
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance  #92177: Undecanoic acid, 10-methyl-, methyl ester
74.0
5000 Ll :
12.50
1430771 0 m/z 43.10  51.28%
‘H apske | | |, 2140
O \H‘HH‘HM‘H‘\‘\‘}‘H‘\“\\‘H‘\H\‘\H\‘\H\“HH‘H\‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #126207: Methyl tetradecanoate
74.0 A
R \
12.50
5000 m/z 55.10 35.63%
43.0 143.0
199.0
oS L U LSS, | | ame 0 220
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #109335: Tridecanoic acid, methyl ester : ,/\ y ‘
74.0 12.50
m/z 41.10 35.39%
5000
43.0 143.0
| oo 0 a0 L
0“WmhqH‘w‘Hwhhmhuw‘u‘_H‘_H‘_HJMH‘_‘HM‘HM bbb
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124990.D

Acqg On : 8 Aug 2021 00:00

Operator : JU/CG

Sample : M3310-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl5.021 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.021 2.75 ng 3846  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile, 2,2'-iminobis- 95 C4H5N3 000628-87-5 4
2 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 4
3 2-Pyrimidinamine 95 C4H5N3 000109-12-6 3
4 3-Phenyl-4-anilino-4,5(1H)-dihyd... 252 C14H12N40 057735-14-5 3
5 N-(3-Nitro-thiobenzoyl)-morpholine 252 C11H12N203S 050903-05-4 3

Abundance Scan 2199 (15.021 min): BF124990.D\data.ms (-2195) (-  m/z 252.10 100.00%
55.0 25p.1

95.1

5000

—L :
15.00

b e e e e M/Z 55.00 89.01%
miz—> 20 40 60 80 100120140160180200220240260280

o

Abundance #2981: Acetonitrile, 2,2'-iminobis-
41.0
94.0
5000 — ‘
15.00
m/z 57.00 73.99%
O\‘\“\“H“H{H\‘\‘H‘\H{‘\\H‘\\H‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H\

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #181690: Hexadecanoic acid, 2-hydroxy-, methyl ester
550

:

97.0 15.00
5000 m/z 95.10 68.73%

\‘\ “M\HM“\“ “m‘ \\“\1%\7.0\ L 22\70 286(

—

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #2973: 2-Pyrimidinamine
95.0 15.00
m/z 69.00 57.59%
5000
42.0
:
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124990.D

Acqg On : 8 Aug 2021 00:00
Operator : JU/CG

Sample : M3310-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl5.886 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.886 2.98 ng 4169  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Succinic acid, 2-fluorophenyl te... 296
2 Cyclopentane, 1,1'-[3-(2-cyclope... 304

C15H17F05
C22H40

1000390-71-9 9
055255-85-1 9

3 1,3-Propanediol, decyl ethyl ether 244 C15H3202 1000406-35-0 9
4 Propane, 3,3-dichloro-1,1,1,2,2-... 202 C3HCI12F5 000422-56-0 9
5 Succinic acid, 2-chloro-6-fluoro... 330 C15H16C1FO05 1000390-72-1 9

Abundance Scan 2346 (15.886 min): BF124990.D\data.ms (-2342) (- m/z 41.00 100.00%

41.0
83.0
5000
2069 15.50 16.00
ob—It 4 r m/z 57.00  95.24%
miz--> 50 100 150 200 250 300
Abundance #193650: Succinic acid, 2-fluorophenyl tetrahydrofurfuryl
71.0
5000
15.50 16.00
m/z 71.00 93.42%
112.0
20 |, [ 130 10
O\h‘\ ‘\“‘\‘} \M\“‘\ T T \" T T T \" T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #204980: Cyclopentane, 1,1'-[3-(2-cyclopentylethyl)-1,5-f
41.0 83.0
e
15.50 16.00
5000 m/z 83.00  78.46%
25.0
206.0
ol i Mm | Ll 1650 | a0 sou
miz--> 50 100 150 200 250 300
Abundance #128527: 1,3-Propanediol, decyl ethyl ether
57.0 15.50 16.00
m/z 69.10 70.07%
5000
185.0
\ 99.0 1410 ‘
S O S |
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124990.D

Acqg On : 8 Aug 2021 00:00
Operator : JU/CG

Sample : M3310-01 5X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl6.568 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.568 2.84 ng 3967 Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetonitrile, 2,2'-iminobis- 95 C4H5N3 000628-87-5 4
2 cis-3-Nonen-1-o0l, pentafluoropro... 288 C12H17F502 1000352-76-6 4
3 4-Methyl-1,4-heptadiene 110 C8H14 013857-55-1 4
4 TIsopulegol 154 C10H180 000089-79-2 4
5 Dithiocarbamate, S-methyl-,N-(2-... 191 C7H13NOS2 135923-14-7 3
Abundance Scan 2462 (16.568 min): BF124990.D\data.ms (-2457) (- m/z 55.00 100.00%
55.0
206.9
95.0
5000
16.50

o e e e m/z 206.90  75.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2981: Acetonitrile, 2,2'-iminobis-

41.0 67.0
94.0
5000 - o

16.50
m/z 69.10 74.68%

(o} ‘\\M‘\“\\‘\H1‘\H\‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #183250: cis-3-Nonen-1-ol, pentafluoropropionate
41.0 | 67.0 L

119.0 16.50
5000 95.0 ITI/Z 191.10 62.02%
147.0
ol T | 177.0 203.0
R R R AR RAREREE RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6715: 4-Methyl-1,4-heptadiene i ‘
410 67.0 95.0 16.50
m/z 95.00 58.17%
5000
0 15.0 Il
T \\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80721\
Data File : BF124990.D

Acqg On : 8 Aug 2021 00:00
Operator : JU/CG

Sample : M3310-01 5X

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Pentadecanoic a... 11.739 14.9 ng 29575 4 11.351 39668 20.0
2-Chloroethyl 1... 12.427 53.1 ng 105301 4 11.351 39668 20.0
10-Octadecenoic... 12.451 44.4 ng 88024 4 11.351 39668 20.0
Undecanoic acid... 12.533 6.3 ng 12392 4 11.351 39668 20.0
unknown15.021 15.021 2.8 ng 3846 6 15.451 27980 20.0
unknownl5.886 15.886 3.0 ng 4169 6 15.451 27980 20.0
unknownl16.568 16.568 2.8 ng 3967 6 15.451 27980 20.0
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