LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124259.D

Acqg On : 11 Jun 2021 14:11
Operator : JU/CG

Sample : M2638-02

Misc :

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BF124259.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 11 14 19 rvB2 15147 19266 1.61% 0.228%
2 5.051 500 504 511 rVB2 46280 56231 4.71% 0.664%
3 5.469 571 575 585 rVB 996616 841952 70.50%  9.945%
4 6.487 743 748 753 rBV 832576 840045 70.34%  9.923%
5 6.839 805 808 811 rBV 285775 211796 17.73%  2.502%
6 7.404 899 904 907 rBV 675308 569428 47.68% 6.726%
7 8.028 1006 1010 1018 rBV2 16565 22390 1.87% 0.264%
8 8.122 1023 1026 1030 rBV 350106 278869 23.35%  3.294%
9 9.198 1205 1209 1212 rBV 1311420 1087107 91.03% 12.841%
10 9.880 1321 1325 1328 rBvV 453798 354342 29.67% 4.185%
11 10.669 1455 1459 1463 rBV 903119 822584 68.88% 9.716%
12 11.369 1574 1578 1581 rBV 470000 371914 31.14% 4.393%
13 11.892 1662 1667 1672 rBV 96207 95101 7.96% 1.123%
14 12.580 1780 1784 1794 rBV 83243 83420 6.99% ©0.985%
15 12.680 1797 1801 1806 rVB2 28412 30458 2.55% ©0.360%
16 12.810 1818 1823 1828 rVB 87007 86397 7.23% 1.021%
17 12.957 1843 1848 1851 rBV 1387870 1194254 100.00% 14.106%
18 13.139 1873 1879 1882 rVB3 11486 24444  2.05%  0.289%
19 13.245 1894 1897 1903 rVB5 16037 19330 1.62% 0.228%
20 13.757 1979 1984 1987 rBV5 10503 15121 1.27% 0.179%
21 13.798 1987 1991 1995 rBV3 25257 48684 4.08% ©.575%
22 13.868 1995 2003 2010 rVB5 116838 227391 19.04% 2.686%
23 13.986 2017 2023 2024 rBV4 39579 52302 4.38% 0.618%
24 14.015 2024 2028 2030 rVW 317694 341288 28.58% 4.031%
25 14.039 2030 2032 2034 rVB 40010 30968 2.59% 0.366%
26 14.168 2050 2054 2057 rBv4 10771 15555 1.30% 0.184%
27 14.368 2086 2088 2091 rBV3 12832 17415 1.46% 0.206%
28 14.445 2097 2101 2103 rBV5 9890 14392 1.21% 0.170%
29 14.527 2111 2115 2116 rBV3 12687 14298 1.20% 0.169%
30 14.862 2168 2172 2175 rBV 58986 62344 5.22% 0.736%
31 15.057 2201 2205 2213 rBV3 57084 104975 8.79%  1.240%
32 15.127 2214 2217 2221 rVB4 18784 18235 1.53% 0.215%
33 15.168 2221 2224 2226 rBV4 17255 20316 1.70% 0.240%
34 15.362 2254 2257 2263 rVB2 28392 36095 3.02% 0.426%
35 15.427 2265 2268 2274 rVB2 38777 46780 3.92% ©.553%

36 15.492 2274 2279 2284 rBV 212630 261085 21.86%  3.084%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124259.D

Acqg On : 11 Jun 2021 14:11
Operator : JU/CG

Sample : M2638-02

Misc

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.645 2300 2305 2306 rBv4 13486 17034 1.43% 0.201%
38 15.939 2353 2355 2361 rVBS 17945 23427 1.96% 0.277%
39 16.974 2526 2531 2534 rBVS 26895 43756 3.66% 0.517%
40 17.427 2601 2608 2613 rVB4 19867 45215 3.79% 0.534%
Sum of corrected areas: 8466004
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\

BF124259.D
: 11 Jun 2021 14:11
Ju/CG
: M2638-02
: 4 Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: BF124259.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124259.D

Acqg On : 11 Jun 2021 14:11
Operator : JU/CG

Sample : M2638-02

Misc :

ALS vial : 4 Sample Multiplier: 1

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

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.051 5.31 ng 56231 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 50
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 50
4 3-Heptanol 116 C7H160 000589-82-2 36
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 33
Abundance Scan 504 (5.051 min): BF124259.D\data.ms (-500) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1
4.80 5.00 5.20 5.40
e et 829 L m/z 59.18 82.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R e e e
59.0 4.80 5.00 5.20 5.40
150 010 m/z 101.10  21.83%
. 101.
31.0
\\\‘\!‘\!‘\\f‘f“[‘\\\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\)"\-(\)\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #256: Guanidine
43.0 59.0
e e
4.80 5.00 5.20 5.40
5000 18.0 m/z 58.00 17.00%
1.0
e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- B ARREEEEEE
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.52%
5000
101.0
270 MO 83.0
S B N T MO S S | E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124259.D

Acqg On : 11 Jun 2021 14:11
Operator : JU/CG

Sample : M2638-02

Misc :

ALS vial : 4 Sample Multiplier: 1

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

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

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

Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.892 5.11 ng 95101 Phenanthrene-d10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 1667 (11.892 min): BF124259.D\data.ms (-1662) (1  m/z 60.00 100.00%

60.0
5000
129.0
87.1
‘ ‘ T ‘ 171.2 21‘3'3 256.1 1150 1200
\H‘HH“\‘H‘\“\‘\“\Hh\Hw“\\‘\‘\‘\\H‘H\\‘\\‘H‘\‘\H‘HH‘HH‘HH“\ m/z 73.06 97-35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
11.50 12.00
97.0 1570 g5 02130 256.0 m/z 43.10  86.24%
\H‘HH“}‘HH!H\H‘\\‘H\L\wh““\\h“l‘\“\‘H‘H\\‘\\H‘\‘\H‘\H‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43.0 ,73.0
— —
11.50 12.00
5000 ITI/Z 57.10 72.58%
129.0 242.0
‘ ‘ 1710199'O
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #50052: Undecanoic acid
60.0 11.50 12.00
m/z 41.00 63.46%
5000 29.0
129.0
87.0
| u\\“m\\\\ i ‘\157018?0
L \ |
T “"H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘w‘u‘_
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\BF061121\
Data File : BF124259.D

Acqg On : 11 Jun 2021 14:11

Operator : JU/CG

Sample : M2638-02

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 3 1-Propanol, 2-[2-(benzoylox... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.798  2.85ng agesa  Chrysene-d12 14.015

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Propanol, 2-[2-(benzoyloxy)pro... 342
2 Formamide, N-methyl-N-[(4-methyl... 163

3 Morpholine, 4-phenyl-

163

4 Benzoic acid, 1-methylethyl ester 164

C20H2205
C10H13NO
C10H13NO
C10H1202

020109-39-1 50
054410-77-4 47
000092-53-5 47
000939-48-0 43

5 3-Nitro-1-(2-oxo-2-phenyl-ethyl)... 258 C13H10N204 1000275-72-5 38

Abundance Scan 1991 (13.798 min): BF124259.D\data.ms (-1987) (1  m/z 105.00 100.00%
1

05.0
163.1
5000
o Porflas
51.0 228.0 13.50 14.00
L ‘\M “‘ ‘\ “\H\H\m‘ “\‘ ‘\‘ \‘ T h‘ \“\ T ‘\ ‘ H\ ‘\ ‘\ \“ ‘\ LI ‘ T T T 7T ‘ m/z 163.05 56.13%
miz--> 50 100 150 200 250 300
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo
105.0
163.0 /\
5000 SN ‘ MANMMMM
13.50 14.00
m/z 77.05 38.76%
59.0 207.0
L \m i‘ “\ \‘ T ‘\ “‘\ ‘i“ T ‘ \‘\ T \“ ‘\ T T ‘ L ‘ T \3\4\3"l
miz--> 50 100 150 200 250 300
Abundance #32886: Formamide, N-methyl-N-[(4-methylphenyl)methy
168.0
1050 ettt g
13.50 14.00
5000 m/z 106.20  15.36%
42.0
IEUTVN1 1D VSN B
miz--> 50 100 150 200 250 300 wj\
Abundance #32818: Morpholine, 4-phenyl- bt A A ‘N
105.0 13.50 14.00
m/z 51.00 13.02%
163.0
5000
51.0
P T\ 1|
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\BF061121\
Data File : BF124259.D

Acqg On : 11 Jun 2021 14:11
Operator : JU/CG

Sample : M2638-02

Misc :

ALS vial : 4 Sample Multiplier: 1

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

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

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

Peak Number 4 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.868 13.33 ng 227391 Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 72
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
3 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 38
4 Benzoic acid, ethyl ester 150 C9H1002 000093-89-0 27
5 Benzoic acid 2-(4-chloro-phenyl)... 370 C21H19Cl04 1000274-89-7 27

Abundance Scan 2003 (13.868 min): BF124259.D\data.ms (-1995) (1  m/z 105.05 100.00%
1

05.1
149.1
5000
570 13.50 imﬁ
T ‘\h“ “H‘“\ “‘U H‘\“m\ “‘ bl l‘ B ——— \2\3?\:'-’ \2\8\1\0‘ T m/z 149.05 75.59%
miz--> 50 100 150 200 250 300
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0
5000 e A%‘
13.50 14.00
m/z 77.10 46.47%
45.0
\\‘\ ‘\‘i‘\‘\”\ \“‘\\\\‘\\\\‘\\\\’\\\\‘\\
miz--> 50 100 150 200 250 300
Abundance #156211: Diethylene glycol dibenzoate
105.0
149.0
13.50 14.00
5000 m/Z 57.05 18.58%
51.0
w L L | 2070 250.0283.0
e e S
miz--> 50 100 150 200 250 300
Abundance #23558: Benzothiazole, 2-methyl- = ——
149.0 13.50 14.00
m/z 43.05 15.34%
5000
108.0
69.0
280 ., | |
\\‘\ ‘\“‘\ \‘\\“\‘\‘\\“\\\\‘\\\\’\\\\‘\\ ‘ T T ‘ T
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\BF061121\
Data File : BF124259.D

Acqg On : 11 Jun 2021 14:11
Operator : JU/CG

Sample : M2638-02

Misc :

ALS vial : 4 Sample Multiplier: 1

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

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

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

Peak Number 5 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.862 4.78 ng 62344 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 83
3 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 78
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 64
5 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 59

Abundance Scan 2172 (14.862 min): BF124259.D\data.ms (-2168) (1  m/z 69.10 100.00%

69.1
5000
14‘50‘ ‘15‘00‘
203.2 : :
— \“u ’\‘hu‘\ ‘N ‘HH \M\ \“‘\‘\m‘ — ‘(\)‘%\‘m‘ - ‘2‘7‘2‘0‘ - ‘3‘49"1‘ — m/z 81.10 61.73%
mlz--> 50 100 150 200 250 300 350
Abundance #215932: Squalene
69.0
5000 — e
14.50 15.00
m/z 41.05 23.00%
7.0
‘ L Ul 191003102730 3410
\\\’\ \\\\\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,
69.0
P e
14.50 15.00
5000 ITI/Z 67.00 21.13%
11.0
Lo mee arsgstno son
m/z--> 100 150 200 250 300 350
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosay - —
69.0 14.50 15.00
m/z 95.15 16.35%
5000
121.0
229 ,\M PUNNUEL. L L s
mlz--> 100 150 200 250 300 350 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124259.D

Acqg On : 11 Jun 2021 14:11
Operator : JU/CG

Sample : M2638-02

Misc

ALS vial : 4 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.051 5.3 ng 56231 1 6.839 211796 20.0
n-Hexadecanoic ... 11.892 5.1 ng 95101 4 11.368 371914 20.0
1-Propanol, 2-[... 13.798 2.9 ng 48684 5 14.015 341288 20.0
1,3-Dioxolane, ... 13.868 13.3 ng 227391 5 14.015 341288 20.0
Squalene 14.862 4.8 ng 62344 6 15.492 261085 20.0
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