LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acq On : 01 Feb 2023 21:07
Operator : CG\JU

Sample : 01357-01

Misc :

ALS Vvial : 11  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-BF013123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132271.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.307 415 420 431 rVB 1065981 1309322 35.05% 4.277%
2 5.690 480 485 488 rBV 3128492 3136151 83.95% 10.245%
3 6.678 648 653 656 rBV 2899325 3096218 82.88% 10.115%
4 6.731 659 662 674 rVB 30505 53072 1.42% 0.173%
5 7.066 716 719 723 rBV 1180156 953252 25.52%  3.114%
6 7.631 810 815 818 rBV 2460766 2084768 55.81% 6.811%
7 8.354 934 938 941 rBV 1689180 1278052 34.21% 4.175%
8 9.366 1103 1110 1112 rBV2 51461 63177 1.69% 0.206%
9 9.431 1117 1121 1124 rBV 4555987 3735686 100.00% 12.204%
10 9.513 1124 1135 1137 rVV2 37094 46898 1.26% 0.153%
11  9.825 1185 1188 1191 rBV 172235 155667 4.17% 0.509%
12 9.984 1211 1215 1217 rBV 98535 96923 2.59% 0.317%
13 10.031 1220 1223 1225 rVB 72350 65013 1.74% 0.212%
14 10.119 1234 1238 1241 rVB 1749314 1357780 36.35% 4.436%
15 10.148 1241 1243 1247 rBV5 39374 53411 1.43% 0.174%
16 10.295 1266 1268 1270 rBV 81723 61806 1.65% 0.202%
17 10.360 1276 1279 1288 rVB3 71675 99974  2.68% 0.327%
18 10.531 1305 1308 1311 rVB2 97045 91382  2.45% 0.299%
19 10.566 1312 1314 1317 rBvV2 57938 64723 1.73% 0.211%
20 10.754 1343 1346 1350 rBV 442733 454773 12.17% 1.486%

21 10.831 1357 1359 1362 rVB 203356 151335 4.05%
22 10.913 1369 1373 1376 rBV 2451337 2143148 57.37%
23 10.954 1378 1380 1382 rVB 92617 74429  1.99%
24 11.025 1389 1392 1395 rBV 899829 776826 20.79%
25 11.236 1425 1428 1431 rBV2 206598 240128 6.43%

ONON®
N
PN
W
R

26 11.495 1468 1472 1475 rBV 793186 744343 19.93%
27 11.619 1489 1493 1496 rBV 1478715 1298542 34.76%
28 11.642 1496 1497 1500 rVB 117571 65874 1.76%

NOO RN
N
[y
U1
3R

29 11.848 1529 1532 1535 rBV 291713 283790 7.60% 927%
30 12.125 1576 1579 1586 rBvV2 575576 639423 17.12% 089%
31 12.583 1655 1657 1660 rVB 125421 120611 3.23% ©0.394%
32 12.842 1698 1701 1766 rVB 223623 221348 5.93% ©.723%
33 12.919 1711 1714 1716 rBV 193117 182704 4.89% ©.597%
34 13.072 1738 1740 1743 rBV 181974 138523 3.71% ©.453%
35 13.183 1757 1759 1760 rBV 117463 90000 2.41%  0.294%
36 13.213 1760 1764 1767 rVB 3024020 2616046 70.03%  8.546%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acqg On : 01 Feb 2023 21:07
Operator : CG\JU

Sample : 01357-01

Misc

ALS Vvial : 11  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-BF013123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.107 1914 1916 1929 rVB3 251040 534996 14.32% 1.748%
38 14.277 1942 1945 1948 rBV 945667 876255 23.46% 2.863%
39 15.160 2092 2095 2101 rVB 292166 324201 8.68% 1.059%
40 15.389 2131 2134 2137 rBv2 86599 111569 2.99% 0.364%

41 15.866 2211 2215 2220 rBV2 575476 718129 19.22%  2.346%

Sum of corrected areas: 30610268
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

: 01 Feb 2023 21:07
: CG\JU
. 01357-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
BF132271.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF132271.D\data.ms

5.690
6.678

7.631

5.307 7.066

731

Time-->

3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80 8.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF132271.D\data.ms
9.431

13.213

10.913

8.354

0
Time-->

— — — — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance

4000000

3000000

2000000

1000000

Time-->

TIC: BF132271.D\data.ms

14.277

T ’ T T ‘ T T ‘ T T ’ T T ‘ T T ’ T T ‘ T T ‘ T ’ T
14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

T ‘ T
14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acq On : 01 Feb 2023 21:07
Operator : CG\JU

Sample : 01357-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.307 27.47 ng 1309320 1,4-Dichlorobenzene-d4 7.066

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 420 (5.307 min): BF132271.D\data.ms (-415) (-) m/z 43.05 100.00%
43.0
590.1
5000
1011
A ARRRmEEE L
5.00 5.20 5.40 5.60
el 71080 | P
O bl Y e M/ 590100 69.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R IR B
5.00 5.20 5.40 5.60
59.0 m/z 181.1@  29.51%
27.0 H 101.0
O \\\‘\\\\‘\\H\“‘\\\\“w}\\‘\\w\‘\\\7\‘1\.(\)\\8‘%\.\0\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
R A RaaaEEE
5.00 5.20 5.40 5.60
m/z 58.05 18.58%
5000 101.0
28.0 59.0
150 ‘ ‘ 84.0
I Y . Y A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #296: Guanidine R Raa e RARmE R
43.0 59.0 5.00 5.20 5.40 5.60
m/z 41.05 8.76%
5000 18.0
1.0
o 1 — Ay
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acq On : 01 Feb 2023 21:07
Operator : CG\JU

Sample : 01357-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Sulfurous acid, dodecyl 2-p... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.825 2.29 ng 155667  Acenaphthene-di0 10.119

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 59
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 52
3 Heptacosane 380 C27H56 000593-49-7 50
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 50
5 Tetratetracontane 619 C44H90 007098-22-8 43

Abundance Scan 1188 (9.825 min): BF132271.D\data.ms (-1185) (-) m/z 71.10 100.00%

1.1
193.2
— ——
‘ ‘123-1 9.50 10.00
[ a— ”‘MH‘”\‘ L m/z 57.10  98.65%
m/z--> 50 100 150 200 250 300 350
Abundance #188720: Sulfurous acid, dodecyl 2-propyl ester
43.0
5000 — ——
5.0 9.50 10.00
m/z 43.10 66.88%
O T \“\ ) ‘ \‘“Y“ \“‘\M‘ ]\ﬂz\l‘s\.? ‘].\6?.9\ ‘ \2\3\3\.0‘ T T ‘ L ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— ——
9.50 10.00
5000 m/z 85.10 49,23%
9.0
0 L\ " “h\ Ji \‘ | ]\-4\101830 239.0 296.0
e A e e
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0 9.50 10.00
m/z 41.10 33.447%
5000
9.0
o150 | || /1 141018302250267.03000 380
BB LS AT e — ——
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acq On : 01 Feb 2023 21:07
Operator : CG\JU

Sample : 01357-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 Pentadecane, 2,6,10-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.754 6.70 ng 454773  Acenaphthene-d10 10.119
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Heptacosane 380 C27H56 000593-49-7 83
3 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 83
4 Heneicosane 296 C21H44 000629-94-7 80
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80

Abundance Scan 1346 (10.754 min): BF132271.D\data.ms (-1343) (- m/z 57.10 100.00%

57.1
5000

— —
10.50 11.00
0 “¢J } %16922392 m/z 71.10  63.04%
m/z--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 S e

10.50 11.00
m/z 43.10  38.30%

Ll Fn | 14101830 2300
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

T
10.50 11.00

o

5000 m/z 85.10 32.17%
0 “\\‘h F ‘}410183022502670 323.0 380.
e e e B B
m/z--> 50 100 150 200 250 300 350
Abundance #193300: Dodecane, 1-iodo- — —
57.0 10.50 11.00

m/z 41.10  18.89%

5000
9.0 1550

197.0
ol bl e — —

m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acq On : 01 Feb 2023 21:07
Operator : CG\JU

Sample : 01357-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BFO13123.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.831 2.23 ng 151335  Acenaphthene-di0 10.119
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 94
2 Methyl benzilate 242 C15H1403 000076-89-1 50
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 Isonitrosoacetophenone 149 C8H7NO2 000532-54-7 47
5 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 47
Abundance Scan 1359 (10.831 min): BF132271.D\data.ms (-1357) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
>1.0 10,50 11.00
152.1 : . .
Ol el e e 2232882 /7 77,05 58.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56926: Benzophenone
105.0
5000 77.0 182.0 = T
10.50 11.00
51.0 m/z 182.10  45.36%
ol180 | 1520
H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126040: Methyl benzilate
105.0
183.0 — o
10.50 11.00
77.0 o
5000 m/z 51.00 17.14%
150 SO 1520 |
AR S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32008: Acetophenone, 2-chloro- e =
105.0 10.50 11.00
m/z 106.00 7.89%
77.0
5000
51.0
o180 | | 154.0
T e e e e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acq On : 01 Feb 2023 21:07
Operator : CG\JU

Sample : 01357-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Undecane, 4,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.025 11.96 ng 776826  Phenanthrene-di10 11.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 86
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
3 Undecane, 6-ethyl- 184 C13H28 017312-60-6 64
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
Abundance Scan 1392 (11.025 min): BF132271.D\data.ms (-1389) (- m/z 57.10 100.00%
57.1
o M&mﬂxﬂfvﬂwM~ﬁvﬁwNﬂ
1131 ‘11\00‘ I
183.2 . :
ol u“ “‘u Lt “ “““1‘480‘ 2383 829 n/z 71.1@0  95.05%
miz--> 50 100 150 200 250 300
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
5000 —— :
11.00
m/z 43.10 47.39%
b ‘ | 113.0
021\.\‘\““\ ‘\‘\‘\h‘ \“\\\“\?‘8\4\.()‘\\\\‘\\\\‘\\\
miz—-> 50 100 150 200 250 300
Abundance #74023: Dodecane, 4,6-dimethyl-
57.0
T \
11.00
5000 m/z 85.10 38.30%
113.0
ol Ll 0550 1080
miz--> 50 100 150 200 250 300
Abundance #59036: Undecane, 6-ethyl- T
57.0 11.00
m/z 41.10 20.20%
v M
112.0
‘ ‘ ‘ 1540
o“w‘um“‘“‘H_‘H_H‘_H‘_H ——
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acq On : 01 Feb 2023 21:07
Operator : CG\JU

Sample : 01357-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 1-Octanol, 2-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.236 3.70 ng 240128 Phenanthrene-die 11.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 72
2 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 72
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 64
4 Tetratetracontane 619 C44H90 007098-22-8 59
5 Octadecane, 1-chloro- 288 (C18H37C1 003386-33-2 59

Abundance Scan 1428 (11.236 min): BF132271.D\data.ms (-1425) (-} | m/z 57.10 100.00%

57.1
5000

125.1 L ‘

11.00 11.50
169.1213.1 266.3
0 ‘ M\ ! h“ e e m/z 71,10 59.19%

m/z--> 50 100 150 200 250 300 350 400
Abundance #61056: 1-Octanol, 2-butyl-
57.0

5000 e M
11.00 11.50

m/z 43.10  43.35%

111.0
T \“\‘ ‘\“ \“ \H\ h‘] ‘h H ‘]‘-‘\6?.\()\ ‘ LI ‘ L ‘ LI ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #111688: Ethanol, 2-(dodecyloxy)-
57.0

—T
11.00 11.50

o

5000 ITI/Z 69.10 42.02%
0 H“H\‘ \‘h l “ ‘\‘ \\‘lss‘plggo\\‘\\\\‘\\\\‘\\\\““ MNWM
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro- 7 T
57.0 11.00 11.50

m/z 85.10  40.90%

B /\M
\‘ ‘ d‘ Lt H gy 183.0231.0 287.0 343.0 414(

O B e e — —
m/z--> 50 100 150 200 250 300 350 400 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acq On : 01 Feb 2023 21:07

Operator : CG\JU

Sample : 01357-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Heptadecane Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
11.495 11.46 ng 744343 Phenanthrene-d10 11.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
4 Octadecane 254 C18H38 000593-45-3 78
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 78

Abundance Scan 1472 (11.495 min): BF132271.D\data.ms (-1468) () ' m/z 57.10 100.00%
57.1
20 ﬂxmAJ\/,J»AwJu\NkaJw
99.1 LT
11.50
411 1832
A u“ ‘h Lol ) 2% h217.2 2533 m/z 71.10 93.78%
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 T
11.50
99.0 m/z 85.10 55.29%
oL 210 Liid 1410 1830 2400
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
Abundance #168307: 2-Bromotetradecane
57.0
——
11.50
5000 ITI/Z 43.10 42 .32%
99.0
27‘.0‘ ‘ ‘ ‘ ’1410 197.0
S 5wt
miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- ——
57.0 11.50
m/z 41.10 21.72%
h M
113.0
270 ‘
oL 2O LT 100180 aszonen .
m/z--> 50 100 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acq On : 01 Feb 2023 21:07
Operator : CG\JU

Sample : 01357-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Dodecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.848 4.37 ng 283790  Phenanthrene-die 11.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
2 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 90
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
4 Octadecane 254 C18H38 000593-45-3 80
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
Abundance Scan 1532 (11.848 min): BF132271.D\data.ms (-1529) (- m/z 71.10 100.00%
71.1
70 LM/W
411
13.1 T I
11.50 12.00
167.1 211.2
o,,f,z“?’zzs?j m/z 57.10  97.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59048: Dodecane, 2-methyl-
57.0
5000 — e
11.50 12.00
99.0 141.0 m/z 85.10 65.02%
210‘ ‘
O \H‘\‘\H‘MH "\\H}\"h‘\\\”‘Hw‘\‘\‘H\l\H\‘\\‘}\8’\4.\.\(\)‘\\H‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141068: Heptadecane, 4-methyl-
43.0
— ——
11.50 12.00
5000 m/z 43.10 57.53%
85.0
211.0
bbb 200, 1820 T 250
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #168307: 2-Bromotetradecane — 7
57.0 11.50 12.00
m/z 55.10  24.50%
- mAkamwwaLvamﬂ”xkv
99.0
27‘ ‘ “ | “ 141 0 197.0
0 H“H‘w"Hum:‘MuH“H"H‘w"H“H‘W“M“H‘H“_“W‘H‘,H — —
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acq On : 01 Feb 2023 21:07
Operator : CG\JU

Sample : 01357-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.125 9.85 ng 639423 Phenanthrene-d10 11.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 86
5 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 15

Abundance Scan 1579 (12.125 min): BF132271.D\data.ms (-1576) (- m/z 73.00 100.00%

73.0
43.1
5000
129.0

12 00 12 50

0 ‘\m“‘;‘u“!“\

: < m/z 60.00 78.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0
129.0 12 00 12 50
m/z 43.10 63.71%
LA, T
O ‘\1\\‘\\\\ \”‘}‘\’H!Hwh"\\ ‘\H\‘H‘H\\“H‘H‘\‘H‘\“HH’HH‘HH“HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid
73.0
43.0
—— —
12.00 12.50
5000 ITI/Z 57.10 62.79%
129.0
‘ ‘ 171.0 214.0
0,,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid —— T
43.0 73.0 12.00 12.50
m/z 55.10 52.19%
5000 129.0
199.0 242.0
0 il pq’ S
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acq On : 01 Feb 2023 21:07
Operator : CG\JU

Sample : 01357-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.919 2.81 ng 182704  Phenanthrene-di0 11.619
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
3 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 55
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Docosyl propyl ether 368 C25H520 1000406-28-2 41
Abundance Scan 1714 (12.919 min): BF132271.D\data.ms (-1711) (-} ' m/z 73.05 100.00%
73.0
5000 129.0
185.1 241.2 T
H ‘ ‘ 284.1 13.00
0 bbbl Lt L3182 s s 10 71.51%
miz-> 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
41.0
5000 IR
129.0 13.00
185.0 pato 2840 m/z 60.00 67.55%
O,
miz—-> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
B R B
13.00
5000 41.0 m/z 43.10 67.44%
129.0
185.0 228.0
ok “‘ “\\‘u‘u“ HM‘ h“ ML oy ‘\‘m‘ “\‘ - “\‘ e
miz--> 50 100 150 200 250 300
Abundance #181687: Hexadecanoic acid, 2-hydroxy-, methyl ester ——
43.0 13.00
83.0 m/z 55.10 54.10%
5000
227.0
ol L a0 o -
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acq On : 01 Feb 2023 21:07

Operator : CG\JU

Sample : 01357-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 11 Cyclopentadecane Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
14.107 12.21 ng 534996  Chrysene-d12 14.278
Hit# of 5 Tentative ID MW MolForm CAS# Qual

yclopentadecane
-Heptacosanol
-Tetracosanol-1

uih wNneE
O S FEN

-Eicosene, (E)-

210 C15H3e
396 C27H560
354 C24H500

7-Pentatriacontene 491 C35H70

280 C20H40

000295-48-7 94
002004-39-9 93
000506-51-4 91
006971-40-0 91
074685-29-3 90

Abundance Scan 1916 (14.107 min): BF132271.D\data.ms (-1914) (- m/z 57.10 100.00%
57.
p7.1
5000
J{ 14.00 1450
234.1 . .
4011791
- L H‘ LAy 128 3883 h/z 8318 94.87%
miz--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane
55.0
5000 7 ——
14.00 14.50
m/z 97.10  78.10%
i \
O\\“\ " \\’%‘h’\\\‘\’l\\\’\\\\’\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
—— —
14.00 14.50
5000 ITI/Z 69.10 76.48%
““,““ e e
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 —— —
57.0 97.0 14.00 14.50
m/z 43.10 74.99%
5000
0 \‘\ \‘\ i | \H\ * \‘\ h 1781 0222 0264.0 308.0
il “, oy e —— —
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acq On : 01 Feb 2023 21:07
Operator : CG\JU

Sample : 01357-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.160 9.03 ng 324201  Perylene-di12 15.866
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 87
3 Umbelliprenin 366 C24H3003 023838-17-7 80
4 .psi.,.psi.-Carotene, 7,7',8,8",... 547 C40H66 000502-62-5 78
5 2,6,10,14-Hexadecatetraenoic aci... 318 C21H3402 042207-88-5 78

Abundance Scan 2095 (15.160 min): BF132271.D\data.ms (-2092) (- m/z 69.10 100.00%

69.1
5000

—
| ‘ L8o1 i 15.00 15.50
“‘m“M‘M“M““‘ 2291 8812 3962 1 n/z 81.10  54.62%

m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0

5000 — e
15.00 15.50

m/z 41.10 15.97%

o

137.0
0270 J iy |, 1910 2730 3410 410/
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
— ‘
15.00 15.50
5000 ITI/Z 95.10 14.72%
121.0 AWM\d““WMﬂthfMMANA
0270 L Lu L1 1111750 23102730 3410  atoq
gl it R R e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275475: Umbelliprenin T ——
69.0 15.00 15.50

m/z 137.05 11.04%

- NW4W«WMMwAwwwawmmm
J 119, 163.0
n |

0l | 2050 w00 see0

T \ \
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020123\
Data File : BF132271.D

Acqg On : 01 Feb 2023 21:07
Operator : CG\JU

Sample : 01357-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@13123.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|
2-Pentanone, 4-... 5.307 27.5 ng 1309320 1 7.066 953252 20.0
Sulfurous acid,... 9.825 2.3 ng 155667 3 10.119 1357780 20.0
Pentadecane, 2,... 10.754 6.7 ng 454773 3 10.119 1357780 20.0
Benzophenone 10.831 2.2 ng 151335 3 10.119 1357780 20.0
Undecane, 4,6-d... 11.025 12.0 ng 776826 4 11.619 1298540 20.0
1-Octanol, 2-bu... 11.236 3.7 ng 240128 4 11.619 1298540 20.0
Heptadecane 11.495 11.5 ng 744343 4 11.619 1298540 20.0
Dodecane, 2-met... 11.848 4.4 ng 283790 4 11.619 1298540 20.0
n-Hexadecanoic ... 12.125 9.8 ng 639423 4 11.619 1298540 20.0
Octadecanoic acid 12.919 2.8 ng 182704 4 11.619 1298540 20.0
Cyclopentadecane 14.107 12.2 ng 534996 5 14.278 876255 20.0
Supraene 15.160 9.0 ng 324201 6 15.866 718129 20.0

8270-BF013123.M Thu Feb 02 11:19:25 2023 Pag 16



