LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13 Instrument :

Operator : JU/CG BNA_F

Sample : M4056-02 ClientSampleld :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS Vvial : 15 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-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125852.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.057 495 505 513 rBV 39350 54179 1.20% 0.136%
2 5.451 567 572 575 rBV 3599947 3488603 77.50% 8.764%
3 6.457 738 743 746 rBV 3142898 3547293 78.80% 8.911%
4 6.834 803 807 810 rBV 1221817 988429 21.96% 2.483%
5 7.392 897 902 905 rBV 2511357 2260012 50.21% 5.677%
6 8.016 1004 1008 1016 rBV 277272 276860 6.15% 0.695%
7 8.110 1020 1024 1028 rBV 1633238 1383878 30.74% 3.476%
8 9.186 1202 1207 1210 rBV 4990807 4501378 100.00% 11.308%
9 9.245 1214 1217 1223 rVW3 49652 60116 1.34% 0.151%
10 9.304 1224 1227 1234 rVB4 44404 60180 1.34% 0.151%
11  9.528 1262 1265 1267 rBV 63973 55306 1.23% 0.139%
12 9.863 1314 1322 1325 rBV 1966743 1638445 36.40% 4.116%
13 9.892 1325 1327 1330 rVB 80963 59499 1.32% 0.149%
14  9.986 1340 1343 1346 rVB 116376 91484 2.03% 0.230%
15 10.022 1346 1349 1353 rVB 145071 127038 2.82% 0.319%
16 10.651 1448 1456 1459 rBV 2947828 2657752 59.04% 6.676%
17 10.686 1459 1462 1466 rVB3 56923 55434 1.23% 0.139%
18 10.769 1473 1476 1479 rBV 51260 51641 1.15% 0.130%
19 11.345 1570 1574 1577 rBV 1874553 1483348 32.95% 3.726%
20 11.580 1609 1614 1619 rBV5 31854 65619 1.46% 0.165%

21 11.874 1660 1664 1677 rBV 690841 654842 14.55%
22 12.557 1776 1780 1781 rBV 66308 59284 1.32%
23 12.580 1781 1784 1794 rVB2 145817 207978 4.62%
24 12.657 1794 1797 1804 rBV 265067 267569 5.94%
25 12.933 1839 1844 1847 rBV 3760683 3691608 82.01%
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26 13.163 1876 1883 1886 rBv4 88279 135316  3.01%
27 13.686 1969 1972 1975 rBV 296478 230140 5.11%
28 13.827 1993 1996 2004 rBV 411878 585300 13.00%
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29 13.980 2018 2022 2025 rBV 1185921 1059813 23.54% 662%
30 14.045 2030 2033 2038 rBv4 63857 100380 2.23% 252%
31 14.151 2048 2051 2057 rVB4 53928 76391 1.70% 192%
32 14.268 2069 2071 2075 rVB2 97776 78088 1.73% 196%

33 14.463 2099 2104 2116 rBV2 705333 1132214 25.15%
34 14.668 2135 2139 2143 rBV2 86016 130223 2.89%
35 14.780 2156 2158 2164 rVV6 49850 70323 1.56%
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36 14.833 2164 2167 2171 rVVW 100362 100720 2.24% 0.253%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS Vvial : 15 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-BF100721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.898 2175 2178 2184 rVB 311864 311948 6.93% ©.784%
38 15.092 2207 2211 2213 rBV 866734 911076 20.24%  2.289%
39 15.121 2213 2216 2222 rVB 427014 651211 14.47% 1.636%
40 15.433 2264 2269 2272 rBV 908613 1117108 24.82%  2.806%
41 15.668 2304 2309 2313 rBV 364982 479617 10.65%  1.205%
42 15.898 2343 2348 2354 rBV 761594 1108087 24.62% 2.784%
43 15.957 2354 2358 2365 rBV2 212707 445068 9.89% 1.118%
44 16.133 2385 2388 2391 rBv4 62017 94680 2.10% ©.238%
45 16.398 2429 2433 2438 rVB2 54092 75530 1.68% ©.190%
46 16.686 2477 2482 2491 rVB 277448 481037 10.69% 1.208%
47 16.915 2518 2521 2527 rVB5 81082 144675 3.21% ©.363%
48 16.986 2527 2533 2540 rVB 181965 372414  8.27% ©.936%
49 17.080 2542 2549 2557 rBV6 151029 468029 10.40% 1.176%
50 17.474 2609 2616 2627 rBV2 421263 1218010 27.06%  3.060%
51 18.280 2748 2753 2759 rBV9 38138 103738 2.30% 0.261%

52 18.480 2782 2787 2797 rVB4 128290 338855 7.53% 0.851%

Sum of corrected areas: 39807766
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 14 Oct 2021 19:13
: M4e56-02

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
BF125852.D

Ju/CaG

STOCK-PILE-PENINSULA-1B-B

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF125852.D\data.ms

5.451
6.457

7.392
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o

Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.016 4.00 ng 276860 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72

4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 50

Abundance Scan 1008 (8.016 min): BF125852.D\data.ms (-1004) (-) m/z 57.05 100.00%

57.0
5000
75.0 R
30/1 ‘ ‘\ 1001 1310 7.60 7.80 8.00 8.20 8.40
ol Ml R m/z 45.10  90.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L R LB B I
29.0 7.60 7.80 8.00 8.20 8.40
75.0 m/z 41.00  31.72%
O LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ }9?\9 T ‘ \:L\SWZ\()‘ L ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
RREEE e e R
7.60 7.80 8.00 8.20 8.40
5000 m/z 75.00 21.15%
29.0 75.0
100.0
0 Lt T 320 seso
miz--> 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- s R Raae B
45.0 7.60 7.80 8.00 8.20 8.40
m/z 87.10 16.12%
5000
89.0
27,0
SR R ST S W
m/z--> 20 40 100 120 140 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.874 8.83 ng 654842  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 1664 (11.874 min): BF125852.D\data.ms (-1660) (1 m/z 73.00 100.00%

73.0
43.0
5000 129.0
— e
101.0 11.50 12.00
0 _‘HNWﬂHﬂ‘whc m/z 60.00  83.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 P S
213.0 11.50 12.00
‘ 157.0 185.0 m/z 43.05 77.71%
O ‘\‘\‘\ \"“\‘\ \H!H‘\h\ H T \““\ \‘U‘l ‘ \“\‘\ T ‘ \ T \“ T \‘\ T ‘ \“\ \‘\“ T \‘\ ‘ \‘\ T ‘ TTT \“ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
== —
43.0 11.50 12.00
5000 129.0 m/z 57.05 72.23%
171.0
|
A0
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid == T
73.0 11.50 12.00
43.0 m/z 55.05 60.65%
5000
129.0
185.0 228.0
0,%70 = R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 O0Oleic Acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.580 2.80 ng 207978  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 81
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 76
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 74
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 74
5 14-Pentadecenoic acid 240 C15H2802 017351-34-7 58

Abundance Scan 1784 (12 580 min): BF125852.D\data.ms (-1781) (1 m/z 55.00 100.00%

5|:
5000
R \
3? .0 180.0 222.1 26‘4 1 12.50
0! i \‘H H\HHHHHHHH ‘ T ‘ - m/z 69.10 71.98%
m/z--> 150 200 250
Abundance #176208 Oleic Acid
53.0
5000 —— |
12.50
264.0 m/z 83.05 60.94%
| 370 1800 222.0 |
ob— ‘\“‘ \Hh”‘\ m‘h‘ T S— ‘M‘\‘ ‘ o
m/z--> 50 200 250
Abundance #176224 9 Octadecenmc acid, (E)-
55.0
T \
12.50
5000 ITI/Z 41.10 60.47%
264.0
| 3‘7 0 180. 0 222.0
oL . “\‘\ ol HH\\“ } ‘\ \‘ T | i
m/z--> 50 250
Abundance #176229: trans—lS—Octadecenmc acid — I
55.0 12.50
m/z 97.05 52.70%
264.0
o150, u\‘ | LB a0 20 B o
m/z--> 50 200 250 12.50

8270-BF100721.M Fri Oct 15 15:52:34 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Octadecanoic acid Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.657 3.61 ng 267569  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83

Abundance Scan 1797 (12.657 min): BF125852.D\data.ms (-1794) (- m/z 73.00 100.00%
73.0
43.1
5000 129.0
1851 2412 S Aonee
12.50 13.00
0 m/z 43.10 80.71%
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 T ——
129.0 12.50 13.00
‘ 185.0 Jaro 284 m/z 60.00 80.46%
ok ‘\“ \“\’ M\ \‘H““u”‘\‘ ‘1‘”“\‘“1 i - L - ‘L - ““
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
gy =
12.50 13.00
5000 129.0 ITI/Z 57.05 76.95%
‘ 199.0 2420
ol W, ) “HM“H u\h‘\‘ il ‘\“1‘61-9\‘ \i L ‘\“ .
m/z--> 50 100 150 200 250
Abundance #46966: n-Decanoic acid T —
73.0 12.50 13.00
m/z 55.05 64.99%
129.0
5000
43.0
NI O A
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 2-Methyltetracosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

13.163 2.55 ng 135316 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 91
2 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 1883 (13.163 min): BF125852.D\data.ms (-1876) (- m/z 57.10 100.00%
57.1

7.0 —— ——
‘ h I H | 2501, 2251 = -
O B R R R m/z 71.05 67.84%
m/z--> 50 100 150 200 250 300 350
Abundance #262014: 2-Methyltetracosane
57.0
5000 — ——
13.00 13.50
9.0 m/z 43.05 59.46%
oL LLLLLL 301302550057 03000
m/z--> 50 100 150 200 250 300 350
Abundance #188720: Sulfurous acid, dodecyl 2-propyl ester
43.0
—— —
13.00 13.50
5000 ITI/Z 85.10 52.83%
5.0
oLl L 112501800 e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 13.00 13.50
m/z 55.10 34.15%
- W
9.0
oLl L1 141.0183.0225.0 281.0 337.0 394.
A A A A A A e —— —
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF100721.M Fri Oct 15 15:52:35 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Cinnamyl cinnamate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.685 4.3ang 230140 Chrysene-d12 13.980

Hit# of 5 Tentative ID MW MolForm CASH# Qual

innamyl cinnamate 264 C18H1602 000122-69-0 91
innamoylglycine, methyl ester 219 C12H13NO3 040778-04-9 50
,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 47
-(3-Chlorophenyl)-3-phenyl-2-pr... 353 C17H11C1F3NO2 1000492-37-1 47
-Iodo-benzoic acid N'-(3-phenyl... 392 C16H13IN202 315672-62-9 47

uih wnN PR
NZ2DNON

Abundance Scan 1972 (13.686 min): BF125852.D\data.ms (-1969) (-  m/z 131.00 100.00%

131.0
5000
770 T T T T T T
390 | | ‘ w30 1 2ean 1350 14.00
oL b L T80 2641 3020 ) 95,00 33.20%
miz--> 50 100 150 200 250 300
Abundance #153419: Cinnamyl cinnamate
131.0
5000 Py e
13.50 14.00
77.0 2190 m/z 116.95 30.82%
0 390 " \‘ ‘ \‘ ‘\ il 1730 T 26\40
T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #97536: Cinnamoylglycine, methyl ester
131.0 J\
Fpep g
13.50 14.00
5000 ITI/Z 103.00 26.52%
77.0
218.0
ol el 4 L eo |
m/z--> 50 100 150 200 250 300
Abundance  #62919: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one A psaraa, ‘A“
131.0 13.50 14.00
m/z 77.00 18.03%
5000
77.0
410 ‘ ‘ 188.0
Y P N S S N — e —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.827 11.05 ng 585300 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91

Abundance Scan 1996 (13.827 min): BF125852.D\data.ms (-1993) (- m/z 57.10 100.00%

57.1
5000
111
— —r
1] 2682 2801260, 13.50 14.00
ol Ahbilii 1e8r 28012801 e 65 g1.70%
mlz--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 e R
11.0 13.50 14.00
‘ m/z 43.10 78.35%
O \\“\"‘ “ \‘\‘% ‘l “‘ ‘h“\\\\‘f\2\3§‘0\2\8\4:‘0\\\\‘ \\\’\4\3\4\.(
m/z--> 50 100 150 200 250 300 350 400
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0
— —r
13.50 14.00
5000 11.0 m/z 97.10 75.22%
ol i ‘\ M. 1680 23802840 384.0
miz--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosanol _— T
55.0 13.50 14.00
m/z 55.05 75.13%
h I /\WLi
0 l,lx Lo ameo el
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 8 5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.463 21.37 ng 1132210 Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 94
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 2104 (14.463 min): BF125852.D\data.ms (-2099) (-  m/z 57.05 100.00%

57.0
5000
——
i Les
- ‘w ‘h Ligotl 2241 3082 3072 ., g3.05 g4.98%
mlz--> 50 100 150 200 250 300 350 400
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 T
14.50
11.0 m/z 97.10  83.72%
O \“\ ‘\" h \““\M“ “ “]r5‘4\9\\2’0\9\0\\‘\2\8\()\0‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #318054: Nonadecyl pentafluoropropionate
57.0
——
14.50
5000 11.0 m/z 43.10 77.27%
o tLALLLII140 z00 ze60s1i0 ara
miz--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecy! trifluoroacetate T
57.0 14.50
m/z 55.10 76.78%
B I mﬁkijwﬁwﬂkﬁuwwawa
oL {1 ‘\ 510 23802830 3340
AR “‘ M e e ——
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 9 Hexacosanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.898 5.58 ng 311948 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Tetracosanal 352 C24H480 057866-08-7 91
5 Octadecanal 268 C18H360 000638-66-4 91

Abundance Scan 2178 (14.898 min): BF125852.D\data.ms (-2175) (- m/z 57.10 100.00%
57.1

96.1
5000
= —
| H‘ P15 1860 2501 32023623 40 1500
ol bR I L 2O e W 2ERETES m/z 82.05  96.83%

mlz--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosanal
57.0
06.0

5000 S
14.50 15.00

m/z 43.10  79.61%

“\ I \

362.0
oLl bi L} 13301800 2500 3060
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0

——
14.50 15.00
5000 m/z 96.10  71.42%

24.0
o 166.0 208.0 250.0
miz-> 50 100 150 200 250 300 350

Abundance #176357: Oxirane, heptadecyl- — ——
43.0 82.0 14.50 15.00

m/z 83.10 64.43%

5000

24.0

166.0 222.0264.0

—
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 10 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.092 16.31 ng 911076 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 90
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2211 (15.092 min): BF125852.D\data.ms (-2207) (- m/z 57.10 100.00%
57.1

> fAKJLﬂ\RﬁAA
15.00 |
1.0 1832 :
ob— “““‘w‘h‘ i “ LI Laent2252 | 29818378 sz 71.10 73.14%
mlz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
5000 —_ :
15.00
m/z 85.10 55.16%
Ol\ \q\ \“ “‘ \“‘\ ““ \“\“\ \‘]-“0\1‘78\3\0‘ T \2\4?‘0\ T T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T [
15.00
5000 ITI/Z 43.10 53.26%
‘ 9.0
41.0
oisd L L1 10ass0ms0 2960
m/z--> 50 100 150 200 250 300 350
Abundance #123970: Hexadecane, 2-methyl- —
57.0 15.00
m/z 55.10 20.84%
5000
9.0 197.0
‘ 741 .0
P O T <L -
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 11 n-Nonadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.121 11.66 ng 651211 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 58
2 1-Heneicosanol 312 C21H440 015594-90-8 49
3 1-Octadecanol 270 C18H380 000112-92-5 49
4 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 47
5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 43

Abundance Scan 2216 (15.121 min): BF125852.D\data.ms (-2213) (-} m/z 97.10 100.00%
07.1

55.1,
5000
—— —
‘ j+ 15.00 15.50
[ — L Al 4801 2811 8010 3551 .., 83.10  96.73%
m/z--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000 — —
15.00 15.50
25.0 m/z 69.10 70.31%
UALLL L sen0 2300
O\\‘\‘\“‘\\‘\\H\\\“ “\“\\\‘\\\‘\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
—— —
15.00 15.50
5000 ITI/Z 55.10 65.34%
oisd LU s0 20002080
m/z--> 50 100 150 200 250 300 350
Abundance #161352: 1-Octadecanol T —
55.0 15.00 15.50
m/z 111.10 52.96%
B WJ\M/\/\
\‘M ‘\ h ) 1820 25\20
ot HMwuw‘w‘w‘””_‘”_ — ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 12 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.668 8.59 ng 479617 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 95
2 Octadecanal 268 C18H360 000638-66-4 94
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Heptadecanal 254 C17H340 1000376-70-0 91
5 1,19-Eicosadiene 278 C20H38 014811-95-1 90
Abundance Scan 2309 (15.668 min): BF125852.D\data.ms (-2304) (- m/z 57.10 100.00%
57.1
5000
09 1 ‘ ‘ ‘ ‘ ‘ ‘
15.50 16.00
- u““““l“ A mﬂ IR fh .. 2221 2101 82023653 82.10  95.30%
mlz--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl-
82.0
50001 41,
15 50 16 00
1“240 43.10  79.14%
ol A ALl ‘H\u‘ |gp2ut0, ges0
miz--> 50 100 150 200 250 300 350
Abundance #158568: Octadecanal
43.0
06.0 15 50 16 00
5000 96.10 67.47%
37.0 250.0
ok “ H‘h ‘\ Hu ‘d‘\‘ 19‘4‘0“ — “  —
miz--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
82.0 15 50 16 00
4L 83.05  59.30%
- m
! \]m | (166.0 222.0264.0
oHJW‘Mm_w‘wmMHH_MHWHWH
m/z--> 50 100 150 200 250 300 350 15 50 16 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 13 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.898 19.84 ng 1108090 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Tetracosane, 1-iodo- 464 C24H491I 1000406-32-0 91

Abundance Scan 2348 (15.898 min): BF125852.D\data.ms (-2343) (- m/z 57.05 100.00%

57.0
5000
1550  16.00
4111832 : :
ol “hw‘h‘ L H L1 Lio2e2252 299383318 nyz 71.10 73.42%
m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane
57.0
5000 = —
15.50 16.00
F m/z 85.05 54.80%
O T ““‘ “ \“\ ““ \“\l‘\4\‘1‘0\]\_8\3\0‘ T \2\49‘0\ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
== —
15.50 16.00
5000 ITI/Z 43.10 52.19%
‘ 9.0
41.0
ols0 || 111 1401302250 2900
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T ——
57.0 15.50 16.00
m/z 55.05 20.72%
- J\M\w
0 ‘ L uh\ \‘\\ M h‘ 14% 9 17830 225.0 267.0 309.0 367.(
e A T T T T — ——
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 14 1-Heptacosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.957 7.97 ng 445068 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Triacontan-15-o0l 438 C30H620 031849-26-0 94
4 1-Hexacosanol 382 C26H540 000506-52-5 94
5 Octacosanol 410 C28H580 000557-61-9 93
Abundance Scan 2358 (15.957 min): BF125852.D\data.ms (-2354) (1 m/z 83.10 100.00%
83.1
5000 V\JUU\M
——
oL AL LS ““w I \eos s “%‘7‘9‘0, ool m/z 97.85  99.50%
mlz--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol
57.0
111.0
5000 1
16.00
m/z 57.10 97.81%
0 \“\‘ ‘\““ T ‘\‘ o L ”‘ “\h]‘m\h\ \(‘)\2‘1(\)\0\ \2‘6\4\ (\)?’(’)\8 \0\ ™ \3\7§ \0‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
—
16.00
5000 111.0 m/z 55.05 77.81%
0 \‘ [ H\ | “\ \L ‘\ ]]6? 0210 0 292.0 364.0
A A
miz--> 50 100 150 200 250 300 350 400
Abundance #321443: Triacontan-15-ol 7
57.0 16.00
m/z 69.10 74.93%
111.0
5000
‘ ‘ 241.0
okl liismere [T 060 as20 ate -
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 15 1,19-Eicosadiene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.686 8.61 ng 481037 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 1,19-Eicosadiene 278 C20H38 014811-95-1 92
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Heptadecanal 254 C17H340 1000376-70-0 91
5 Tetracosanal 352 C24H480 057866-08-7 90
Abundance Scan 2482 (16.686 min): BF125852.D\data.ms (-2477) (- m/z 57.05 100.00%
57.0
5000
09.1 — —
16.50 17.00
0 Hm“u J!‘ w‘u\“‘ M hl??;l‘ ‘2‘3‘3‘}‘2‘7‘?‘1‘ e ‘3‘6‘2‘2““1‘1?‘ m/z 82.10  87.42%
mlz--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 i =
16.50 17.00
20. ‘ m/z 43.10 71.42%
ol “ “ H\\ \\ “u ’\\n‘h‘ H \ m ‘\“5‘0‘0‘ AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #171303: 1,19-Eicosadiene
55.0
—— —
16.50 17.00
5000 m/z 96.05 70.09%
9.0
ol LILALELL ., 18002280 2780
gl : L B B e
miz--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl- T —
82.0 16.50 17.00
m/z 83.10 57.28%
5000 29.
|00 1000 2640
I I [ b 1
ol Wb AR L 82 S
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 16 unknownl16.915 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

16.915 2.59 ng 144675 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 43
2 (E)-2-Hydroxy-4'-dimethylamino-s... 239 C16H17NO 110983-42-1 22
3 Octadecane, 2,6,10,14-tetramethyl- 310 C22H46 054964-82-8 22
4 Acetamide, 2-[7-ethyl-3-(2,2,2-t... 382 C19H21F3N203 1010304-57-3 20
5 Heptamethyl-3-phenyl-1,4-cyclohe... 254 C19H26 122531-52-6 14

Abundance Scan 2521 (16.915 min): BF125852.D\data.ms (-2518) (1 m/z 43.10 100.00%

43.1 ' '
239.2
5000
e
17.00
ok, m/z 71.05  92.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176225: Palmitic acid vinyl ester
57.0
239.0
5000 T T T
17.00
m/z 57.10 90.10%
09.0
O\“\“‘ ‘H\“H\h‘\h\‘\‘\‘]_\()\\\‘\\\ ‘\2\8\2\.0‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #122464: (E)-2-Hydroxy-4'-dimethylamino-stilbene
239.0
e
17.00
5000 ITI/Z 239.20 80.91%
119.0 165.0
miz--> 50 100 150 200 250 300 350 400
Abundance #212296: Octadecane, 2,6,10,14-tetramethyl- —
57.0 17.00
m/z 55.05 51.32%
5000
9.0 155
1 \ | o
ok »MH%O -
m/z--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 17 Octacosane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.986 6.67 ng 372414 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Docosane 310 C22H46 000629-97-0 87
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 2533 (16.986 min): BF125852.D\data.ms (-2527) (- m/z 57.10 100.00%

57.1
5000
17.00
141.0 .
183.1 2451
0l m“ “‘ MM‘L Li 3832 2451 294.1 3409 m/z 71.10  73.41%
m/z--> 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 T T
17.00
m/z 85.10 54.24%
ol ) H | 141-0183.0225.0267.0300.0 365.0
\\\‘\\\‘T\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
—
17.00
5000 m/z 43.10 44 .51%
9.0
i H‘H e e
m/z--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane T
57.0 17.00
m/z 55.05 20.41%
o AMM
L S imomsony 0
O"““‘“M‘w““‘m“““u‘w‘HH‘HH_H‘“HH ——
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13
Operator : JU/CG

Sample : M4056-02

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 18 17-Pentatriacontene

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.080 8.38 ng 468029 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Triacontan-15-o0l 438 C30H620 031849-26-0 91
5 Octacosanol 410 C28H580 000557-61-9 89

Abundance Scan 2549 (17.080 min): BF125852.D\data.ms (-2542) (-]
83.1

5000
159.0
‘ I ‘ 2552 3513 4122
0 \“ \‘ \‘\h‘ | “M\\\‘n\h‘lh
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0
111.0
5000

O \“\M T 1‘ T l‘ ‘\‘\\‘h\ L‘];'EK\'O\ ‘2\2\2\(\)‘2\7\\8\0‘\ TTT ‘3\7\\8\0‘\ T

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 970
0 J‘ J ‘L‘ 1153.0 210.0 267.0321.0 490.(
R R e e e A REARARRRERRER
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcoho
83.0
5000
29. 139.0
\h il ‘ 0 \‘\ L A | “1960 280.0

m/z 83.10 100.00%

-

—
17.00
m/z 57.10  94.95%

-

—
17.00
m/z 97.10  93.20%

5

T T \
17.00

m/z 55.05 85.99%

8

—
17.00
m/z 69.05 73.42%

2

oA S e
miz—> 0 50 100 150 200 250 300 350 400 450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 19 .gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.474 21.81 ng 1218010 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 98
3 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 37
4 1-Oxaspiro[4.4]nonane-4-carboxam... 273 C16H19NO3 1010319-97-0 18
5 2-(4-Nitrophenoxy)-N-(3-pyridiny... 273 C13H11N304 1000486-50-2 14

Abundance Scan 2616 (17.474 min): BF125852.D\data.ms (-2609) (- m/z 43.10 100.00%

43.1
107.0
213.1
5000 61.1 303.3
414.¢
——
0L “ m/z 107.00  74.16%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 —
145.0 414.( 17.50
\ 2130 3030 m/z 145.00  73.93%
0 \\“\“h‘\w ¥
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
——
17.50
m/z 105.00 67.97%
5000 105.0
414.(
59.0
213.0
H \ 273.0 329.0
0 A L\‘HW
m/z--> 0 50 100 150 200 250 300 350 400

Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.

107.0 394.0 17.50
41.0 283.0
: m/z 55.10 65.96%
5000 61.0
213.0
337.0
O, T T T
m/z--> 0 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13

Operator : JU/CG

Sample : M4056-02 :

Misc : STOCK-PILE-PENINSULA-1B-B

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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 20 Testosterone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.480 6.07 ng 338855 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Testosterone 288 C19H2802 000058-22-0 55
2 2-Methyl-4,5-pyrimidinediamine 124 C5H8N4 015579-63-2 30
3 Cardoltriene 314 C21H3002 079473-24-8 30
4 N-(3-Amino-2-hydroxy-phenyl)-ace... 166 C8H10N202 1010186-23-1 27
5 Phenol, 2,6-diamino- 124 C6H8N20 022440-82-0 27
Abundance Scan 2787 (18.480 min): BF125852.D\data.ms (-2782) (1  m/z 124.00 100.00%
124.0
5000 43.1
— g
18.50
0! m/z 43.10 48.76%
mlz--> 50 100 150 200 250 300 350 400
Abundance #184187: Testosterone
124.0
5000 T
79. 18.50
288.0 %
203.0 m/z 57.00  48.30%
L
0- h‘\‘m‘ \‘“‘\UH\ “M \“ T J‘\‘ \“ T ‘\ LA e
m/z--> 50 100 150 200 250 300 350 400
Abundance #11779: 2-Methyl-4,5-pyrimidinediamine
124.0
——
18.50
5000 m/z 229.10 38.92%
41.0
0 HM"““Mww‘u‘hm_m_m_m_m,””,”
miz--> 50 100 150 200 250 300 350 400
Abundance #217649: Cardoltriene — ﬁWNWTWMM
124.0 18.50
m/z 95.10 27.32%
5000
79.0
314.0
200 L LLATO aso 40 -
m/z--> 50 100 150 200 250 300 350 400 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101421\
Data File : BF125852.D

Acqg On : 14 Oct 2021 19:13
Operator : JU/CG

Sample : M4056-02

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.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|
Ethanol, 2-(2-b... 8.016 4.0 ng 276860 2 8.110 1383880 20.0
n-Hexadecanoic ... 11.874 8.8 ng 654842 4 11.345 1483350 20.0
Oleic Acid 12.580 2.8 ng 207978 4 11.345 1483350 20.0
Octadecanoic acid  12.657 3.6 ng 267569 4 11.345 1483350 20.0
2-Methyltetraco... 13.163 2.5 ng 135316 5 13.980 1059810 20.0
Cinnamyl cinnamate 13.686 4.3 ng 230140 5 13.980 1059810 20.0
Heptadecyl hept... 13.827 11.1 ng 585300 5 13.980 1059810 20.0
5-Eicosene, (E)- 14.463 21.4 ng 1132210 5 13.980 1059810 20.0
Hexacosanal 14.898 5.6 ng 311948 6 15.433 1117110 20.0
Heptadecane 15.092 16.3 ng 911076 6 15.433 1117110 20.0
n-Nonadecanol-1 15.121 11.7 ng 651211 6 15.433 1117110 20.0
Oxirane, hexade... 15.668 8.6 ng 479617 6 15.433 1117110 20.0
Heneicosane 15.898 19.8 ng 1108090 6 15.433 1117110 20.0
1-Heptacosanol 15.957 8.0 ng 445068 6 15.433 1117110 20.0
1,19-Eicosadiene 16.686 8.6 ng 481037 6 15.433 1117110 20.0
unknown16.915 16.915 2.6 ng 144675 6 15.433 1117110 20.0
Octacosane, 2-m... 16.986 6.7 ng 372414 6 15.433 1117110 20.0
17-Pentatriacon... 17.080 8.4 ng 468029 6 15.433 1117110 20.0
.gamma.-Sitosterol 17.474 21.8 ng 1218010 6 15.433 1117110 20.0
Testosterone 18.480 6.1 ng 338855 6 15.433 1117110 20.0
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