LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc : MW-4-20220509-A

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_ G\Methods\8270-BG050522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53518.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.653 378 385 398 rBV 181454 313109 9.19% 2.092%
2 7.251 650 657 670 rBvV 113724 210834 6.19% 1.409%
3 8.085 792 799 807 rBV 83446 147397 4.33%  0.985%
4 8.790 904 919 936 rBV2 152949 673886 19.79% 4.503%
5 9.248 990 997 1008 rVB 301779 559383 16.42% 3.738%

6 9.618 1027 1060 1081 rBV2 476294 3405943 100.00% 22.
7 10.311 1165 1178 1190 rBV2 147336 593517 17.43%
8 10.899 1269 1278 1285 rBV 105200 197180 5.79%
9 11.128 1312 1317 1331 rBV5 11390 43717  1.28%
10 11.380 1354 1360 1373 rVB6 14854 48728 1.43%

OO Fr WwWN
w
iy
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R

11 11.815 1416 1434 1447 rBV3 417335 1758122 51.62% 11.
12 11.944 1453 1456 1479 rVB 97936 218142  6.40%
13 13.336 1686 1693 1700 rBV 892443 1367626 40.15%
14 14.711 1918 1927 1934 rBV 197647 313130 9.19%
15 14.999 1971 1976 1986 rBv2 33342 68679  2.02%

O N VR,
=
w
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B

16 15.422 2043 2048 2058 rBV 44042 104436 3.07%
17 15.951 2129 2138 2143 rBV2 18603 36659 1.08%
18 16.197 2174 2180 2188 rBV 756938 1186139 34.83%
19 16.426 2212 2219 2227 rBV 81590 139769 4.10%
20 17.249 2355 2359 2365 rVB2 100763 148264  4.35%
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N
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S

21 17.454 2389 2394 2401 rBV 255716 417834 12.27%  2.792%
22 17.860 2459 2463 2467 rBV4 59763 96358 2.83% 0.644%
23 20.063 2832 2838 2843 rVB 1449960 1942445 57.03% 12.979%
24 21.737 3117 3123 3130 rVB 284046 467579 13.73%  3.124%
25 25.015 3671 3681 3692 rVB2 165628 507363 14.90%  3.390%

Sum of corrected areas: 14966239
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc : MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053518.D\data.ms
1600000

1400000
1200000
1000000

800000

600000
9.618

11.815

400000 9248

5.653
200000 7951 6.085 8.790 10.311 14899 044
. JL1. 728380

0‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG053518.D\data.ms
1600000 20.063

1400000
1200000
1000000
13.336

800000 16.197
600000

400000

14.711

200000
[\14.99915-422 15.95

O S o e e RS

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG053518.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

200000 25.015

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc : MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Heptanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.790 91.44 ng 673886 1,4-Dichlorobenzene-d4 8.085

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 91
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
3 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 59
4 Pentanoic acid 102 C5H1002 000109-52-4 58
5 Hexanoic acid 116 C6H1202 000142-62-1 50
Abundance Scan 919 (8.790 min): BG053518.D\data.ms (-904) (-) m/z 60.15 100.00%
60.1
5000 411 k
87.2 Raaa A REREE Ea o
‘ ‘ | ‘ 101.2 8.40 8.60 8.80 9.00 9.20
0‘H‘HH‘w_m‘u‘mmlu“uns‘lu‘w‘mww‘wl‘mr‘mww m/z 73.15 60.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15392: Heptanoic acid
60.0
5000 BB R R
410 8.40 8.60 8.80 9.00 9.20
70 87.0 m/z 41.15 39.87%
O TTT ‘ TTTT ‘ TT \H‘ TTT \‘i ! \‘\ T ‘ ‘\ TT HU\ 1 TT ‘ \w \‘\ ‘ T \]\-\0“]\-;\0\1‘-\1\5\?‘0\ \]-\3\9.\()\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4825: Butanoic acid, 3-methyl-
60.0
T R
8.40 8.60 8.80 9.00 9.20
5000 m/z 43.10 36.62%
41.0
27.0 87.0
AT S 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9227 Pentanoic acid, 3-methyl- BRRREEEEE s
60.0 8.40 8.60 8.80 9.00 9.20
m/z 55.15 34.39%
5000
41.0 87.0
o‘H_‘H_mMmu\:H‘W\HJWW“““1‘91‘;9‘1_1‘579”W NN B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc : MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.618 345.46 ng 3405940 Naphthalene-d8 10.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 56
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 53

4 Acetic acid, diethyl- 116 C6H1202 000088-09-5 37
5 1,4-Dioxane 88 C4H802 000123-91-1 35

Abundance Scan 1060 (9.618 min): BG053518.D\data.ms (-1027) (-) m/z 73.15 100.00%

73.2
5000
T —
‘ 16.2 9.50 10.00
ob i b L L m/z 88.15 72.31%
m/z--> 50 100 150 200 250 300 350
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000; 41.0 T T
9.50 10.00
m/z 41.15 36.01%
0' “L‘ih\\“\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #24164: 2-Ethyl-4-methylpentanoic acid
73.0
o ——
9.50 10.00
5000 m/z 57.15 31.55%
27H.C ‘ 16.0
T N —
miz--> 50 100 150 200 250 300 350
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester P —
43.0 88.0 9.50 10.00
m/z 55.10  24.82%
5000
0 M | “ 135.0173.0 214.0 272.0313.0 355.  __n_

s
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_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc : MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Octanoic acid, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.128 4.43 ng 43717 Naphthalene-d8 10.899
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid, 2-methyl- 158 C9H1802 003004-93-1 72
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 72
3 Heptanoic acid, methyl ester 144 C8H1602 000106-73-0 59
4 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 45
5 Undecanoic acid, 2-methyl- 200 C12H2402 024323-25-9 42

Abundance Scan 1317 (11.128 min): BG053518.D\data.ms (-1312) (- m/z 74.00 100.00%

74.0
5000
U A A T
| 506. 11.00 11.50
0 A= m/z 87.05 31.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35337: Octanoic acid, 2-methyl-
74.0
5000 L ——
11.00 11.50
m/z 41.15 21.83%
129.0
O \\H\‘\H“\UJ\‘\‘\[“\F\‘\f“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15421: Hexanoic acid, 2-methyl-
74.0
11.00 11.50
5000 ITI/Z 73.00 20.92%
ou‘svﬂ?““"‘«\m,‘1‘39;?‘m_m_m‘mWm_m_mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 ﬂWﬂ
Abundance #24150: Heptanoic acid, methyl ester ‘A i —
74.0 11.00 11.50
m/z 43.15 14.44%
5000 M\WNM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 unknownll.380 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.380 4.94 ng 48728  Naphthalene-d8 10.899
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 2,6,10,14-te... 312 C20H4002 001001-80-5 25
2 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 22
3 Pentanoic acid, 3-hydroxy-2-meth... 146 C7H1403 060665-94-3 14
4 Thiophene, tetrahydro-3-methyl- 102 C5H1es 004740-00-5 14
5 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 12

Abundance Scan 1360 (11 380 min): BG053518.D\data.ms (-1354) (- m/z 88.10 100.00%

41.1 &1
5000
127.2 ﬁm‘ ‘ ey
‘ ‘ ‘ 11.00 11.50
o b H“H_HWHH_H‘_‘ m/z 57.15  93.81%
miz--> 50 100 150 200 250 300
Abundance #215009: Pentadecanoic acid, 2,6,10,14-tetramethyl-, me
43.0
88.0
5000 — —
11.00 11.50
m/z 41.15 82.56%
o L ‘L\ m\ 12501570 2220 312,
T i T ‘ T \ T \ T ‘ \ T T T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #160996: Carbonic acid, dodecyl prop-1-en-2-yl ester
57.0
— P—r
11.00 11.50
5000 m/z 71.10 81.71%
0‘\“ h ‘\\ “\ ‘\‘1‘400 — “21‘3"0‘ T
miz--> 50 100 150 200 250 300
Abundance #25445: Pentanoic acid, 3-hydroxy-2-methyl-, methyl este Pt ——
57.0 11.00 11.50
m/z 102.05 79.29%
5000
117.0
o kN
miz--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc : MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Nonanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.815 178.33 ng 1758120  Naphthalene-d8 10.899
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 59
3 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 59
4 Hexanoic acid 116 C6H1202 000142-62-1 52
5 Butanoic acid 88 C4H802 000107-92-6 50

Abundance Scan 1434 (11.815 min): BG053518.D\data.ms (-1416) (- m/z 60.15 100.00%

60.1
5000
115.2
‘ 11. 50 12 00
ol ML I “"1?5‘3”_‘”_‘”_‘”_‘ m/z 73.15 83.33%
mlz--> 50 100 150 200 250 300 350
Abundance #35298: Nonanoic acid
60.0
5000
11. 50 12 00
115.0 m/z 57.15 56.27%
O\\‘f“” 1580
miz-> 100 150 200 250 300 350
Abundance #136248:ananok:add,snvedl+)san
60.0
127.0 11.50 12.00
5000 m/z 41.15 55.34%
oLl L MJ AL 2160 2730 3%
miz--> 50 100 150 200 250 300 350
Abundance #25222: Propanedioic acid, propyl-
60.0 11. 50 12 00
m/z 55.15 42.63%
- i
o | \h 0l

m/z--> 50 100 150 200 250 300 350 11. 50 12. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc : MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Benzoic acid, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.944  22.13 ng 218142  Naphthalene-d8 10.899
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 96
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 87
3 Benzeneacetic acid 136 C8H802 000103-82-2 60
4 4-Methylbenzoyl isothiocyanate 177 C9H7NOS 016794-68-6 52
5 m-Toluamide 135 C8HONO 000618-47-3 50

Abundance Scan 1456 (11.944 min): BG053518.D\data.ms (-1453) (-  m/z 91.15 100.00%

91.2
2 136.2
5000 119.2
65.1 L
391 “ 1052 12.00
0 WWW‘HJMH_‘H“m‘wM“Hm‘??:w}mwmw_ m/z 136.15  52.68%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18705: Benzoic acid, 4-methyl-
91.0
136.
119.0 36.0
5000 T
12.00
65.0 m/z 119.15 51.55%
39.0 ‘
O \‘HH‘\H\‘H‘H“\‘\H“‘l‘\\\‘\\\\‘\\\\‘!\H]‘-\O\\\‘OHH}\H\‘H‘\‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18700: Benzoic acid, 3-methyl-
91.0 136.0
s
1100 12.00 o
5000 ITI/Z 65.10 25.97%
65.0
39.0
S VOO 1 S N
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18693: Benzeneacetic acid . AW [ d
91.0 12.00
m/z 39.15 15.12%
136.0
5000
65.0
39"0 ‘ 118.0
0 i \‘ | |

m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc : MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 1H-Benzotriazole, 5-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.999 4.39 ng 68679  Acenaphthene-di0 14.711
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 97
2 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 93
3 1H-Indol-5-0l1 133 C8H7NO 001953-54-4 91
4 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 80
5 1H-Indol-4-o0l 133 C8H7NO 002380-94-1 49

Abundance Scan 1976 (14.999 min): BG053518.D\data.ms (-1971) (-  m/z 104.15 100.00%
104.2

5000 78.2 133.2
51.1
‘ ‘ 15.00
oH‘HH_‘H_Hu‘_m“m‘Mwul‘!“q‘e”ww gl m/z 133,15 51.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16858: 1H-Benzotriazole, 5-methyl-
104.0
133.0
A A
5000 ‘
77.0 15.00
510 m/z 78.15 44.64%
0270![!’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16856: 1H-Benzotriazole, 4-methyl-
104.0
133.0 ‘ VYIS
' 1500
77.0
51.0
0270,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16873: 1H-Indol-5-0
133.0 15.00
m/z 51.15 33.63%
5000
104.0
51.0 78.0
0 28 0 ‘M\ \\H‘ ‘ M I AWHM

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1500

8270-BGO50522.M Wed May 11 15:30:18 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 1H-Benzotriazole, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.422 6.67 ng 104436  Acenaphthene-di10 14.711
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 94
2 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 90
3 Benzene, 1-azido-2-methyl- 133 C7H7N3 031656-92-5 74
4 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 74
5 1H-Indol-5-0l1 133 C8H7NO 001953-54-4 59

Abundance Scan 2048 (15.422 min): BG053518.D\data.ms (-2043) (-  m/z 104.15 100.00%

104.2
1332
5000 7.2
51.1

15.50
159.1
o ‘ucuw“‘u‘m“w‘Hm‘um“l?%"z m/z 133.15 56.04%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16858: 1H-Benzotriazole, 5-methyl-
104.0
133.0
5000

77.0 15.50
51.0 m/z 77.15  49.30%

SN
0\\\‘\\\\‘\\\\‘W\\H\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16856: 1H-Benzotriazole, 4-methyl-
104.0
v /‘/‘”‘JHI\N\

‘ o
133.0 1550

78.15  37.80%

5000 m/z
77.0
51.0
27.0 \‘ Al ‘\
(O e e B B I S AL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16843: Benzene, 1-azido-2-methyl-

104.0 15.50
m/z 51.15 23.94%

78.0
5000
51.0 133.0
27.0
| | L A

m/z--> 20 40 60 80 100 120 140 160 180 1550

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc : MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Dodecane, 2,7,10-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.951 2.34 ng 36659  Acenaphthene-die 14.711
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 53
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 50
4 Dodecane 170 C12H26 000112-40-3 50
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 50

Abundance Scan 2138 (15.951 min): BG053518.D\data.ms (-2129) (- m/z 57.10 100.00%
57.1

98.2 1600
J\ﬂ 21989 1653 16.00
ob—L L U“M“M”wa e o ST m/z 71.15 62.91%
miz--> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 T
16.00
‘ m/z 43.15 42.28%
270 ‘ 113.0
O T “\ ‘\‘ ‘H‘\ ‘J‘ \“ T “ \“ T “\ T ‘ T ?‘8\3.\0‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
e
16.00
5000 ITI/Z 41.15 28.16%
270 | | | 130 1850
ol by e
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- ——
57.0 16.00
m/z 56.15 23.40%
5000
99.0
ol b d g 240 1830 | 2390 296 e
miz--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc : MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Undecane, 6-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.426 6.69 ng 139769  Phenanthrene-di10 17.454
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 83
2 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 50
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 46
4 Eicosane 282 C20H42 000112-95-8 46
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 43

Abundance Scan 2219 (16.426 min): BG053518.D\data.ms (-2212) (-  m/z 57.15 100.00%
57.1

20 JMA/
85.2 —r
113.2 16.50
1412 1833
[QQINRBME S B0V 1 T SO0l m/z 71.15  73.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59036: Undecane, 6-ethyl-
57.0
5000 T
16.50
290 85.0 1120 m/z 43.15 56.80%
154.0
O\‘\‘\‘\\“‘\\\h‘\\H\“u\\\‘\\!‘\‘\\\\‘\\\“\‘\\\].\8‘\4.\9‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
—r
16.50
5000 85.0 m/z 41.15 26.93%
113.0 141.0
29.0
ol b e e 289
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl- ——
57.0 16.50
m/z 85.20 23.27%
5000
85.0
29.0 ‘ 113.0
bbb 410, 183021102300 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.249 7.10 ng 148264  Phenanthrene-die 17.454
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 90
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 2359 (17.249 min): BG053518.D\data.ms (-2355) (-  m/z 57.15 100.00%

57.1
5000
—r —
327.3 1973 17.00 17.50
o AL TS e Wz 71,15 72.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 — e
17.00 17.50
m/z 43.20 51.23%
oM\w!Jffﬁ?‘%%7;9‘?9?;9_3%91r,ﬁ?%-fa_ﬁ?%-e_ﬂ
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
—r —
17.00 17.50
5000 ITI/Z 85.15 40.55%
7.0
o[ 0a0m00670 3850
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —— ——
57.0 17.00 17.50
m/z 41.15 30.41%
- wkwwMMVwJJ\ﬂwMWWWMWM
127.0
oLl 00
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04

Misc : MW-4-20220509-A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.860 4.61 ng 96358  Phenanthrene-d1e 17.454
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 87
3 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34 1000432-25-9 83
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
5 Octane, 2-methyl- 128 C9H20 003221-61-2 83
Abundance Scan 2463 (17.860 min): BG053518.D\data.ms (-2459) (-  m/z 57.15 100.00%
57.1
5000 85.2
— ——
] 11321412 1833132 483 17.50 18.00 ]
O+ iy m/z 71.15 80.63%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #107218: Hexadecane
57.0
5000 — —
17.50 18.00
85.0 o
29.0 m/z 43.15 70.74%
0 “ ‘ [ H‘ 113.0141.0169.0197.0 226.0
\\‘HH‘HH‘HH‘HH‘\\H‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
— ——
17.50 18.00
5000 85.0 m/z 85.15 42.42%
113.0
29.0 141.0
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane P ——
57.0 17.50 18.00
m/z 41.15 32.45%
5000 85.0
113. 0141 0
29.0
m/z--> 20 40 60 80 100120140160 180 200220240260 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG051022\
Data File : BG@53518.D

Acqg On : 10 May 2022 21:31

Operator : CG/JU

Sample : N2763-04 :
Misc : MW-4-20220509-A

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG050522.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|
Heptanoic acid 8.790 91.4 ng 673886 1 8.085 147397 20.0
Hexanoic acid, ... 9.618 345.5 ng 3405940 2 10.899 197180 20.0
Octanoic acid, ... 11.128 4.4 ng 43717 2 10.899 197180 20.0
unknownl11.380 11.380 4.9 ng 48728 2 10.899 197180 20.0
Nonanoic acid 11.815 178.3 ng 1758120 2 10.899 197180 20.0
Benzoic acid, 4... 11.944 22.1 ng 218142 2 10.899 197180 20.0
1H-Benzotriazol... 14.999 4.4 ng 68679 3 14.711 313130 20.0
1H-Benzotriazol... 15.422 .7 ng 104436 3 14.711 313130 20.0
Dodecane, 2,7,1... 15.951 2.3 ng 36659 3 14.711 313130 20.0
Undecane, 6-ethyl- 16.426 6.7 ng 139769 4 17.454 417834 20.0
Tetratetracontane 17.249 7.1 ng 148264 4 17.454 417834 20.0
Hexadecane 17.860 4.6 ng 96358 4 17.454 417834 20.0
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