LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On : 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc : EQUIPMENT-BLANK-1

ALS Vvial : 13  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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58629.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.583 80 84 89 rvB 43481 57880 1.32% 0.262%
2 4,352 208 215 228 rVB2 57910 115188 2.63% 0.521%
3 5.386 384 391 401 rBV 334074 531949 12.13% 2.405%
4 6.985 658 663 674 rVB 189038 327317 7.46%  1.480%
5 7.813 796 804 809 rBV 133899 222027 5.06% 1.004%

6 7.872 809 814 822 rVB 76370 118303 2.70% ©.535%
7 8.976 994 1002 1014 rBV 504429 925107 21.10% 4.183%
8 9.135 1022 1029 1040 rVB3 28258 58632 1.34% ©.265%
9 10.616 1274 1281 1293 rVB 196158 353735 8.07% 1.600%
10 11.139 1362 1370 1376 rBV 284004 491855 11.22%  2.224%
11 11.203 1376 1381 1393 rVB 327997 592930 13.52% 2.681%
12 11.421 1410 1418 1423 rBV7 27211 69215 1.58% 0.313%
13 11.485 1423 1429 1435 rVV5 23841 73028 1.67% ©.330%
14 11.556 1435 1441 1453 rVB3 119764 232038 5.29% 1.049%
15 12.384 1573 1582 1586 rBV3 27997 69978 1.60% ©.316%

16 12.496 1595 1601 1615 rBV 100014 174067 3.97% 0.787%
17 12.907 1666 1671 1682 rVB3 28079 46051 1.05% ©.208%
18 13.077 1693 1700 1715 rBV 1358780 2238249 51.05% 10.121%
19 13.365 1740 1749 1764 rBV 2352180 4384764 100.00% 19.827%
20 14.458 1929 1935 1944 rBV 353694 554762 12.65% 2.509%

21 15.951 2182 2189 2208 rBV 1241271 1997622 45.56%  9.033%
22 17.208 2396 2403 2413 rBV 510861 794137 18.11%  3.591%
23 17.490 2436 2451 2453 rBV3 26556 88977 2.03% 0.402%
24 18.095 2549 2554 2565 rBV4 52252 105047 2.40%  ©0.475%
25 19.065 2713 2719 2730 rVB 39432 68152 1.55% ©.308%
26 19.258 2744 2752 2760 rBV6 59875 138661 3.16% ©.627%

27 19.505 2789 2794 2803 rBV2 376334 492714 11.24%  2.228%
28 19.828 2842 2849 2859 rBV 2679586 3650132 83.25% 16.505%
29 20.504 2956 2964 2975 rBV = 761892 1161695 26.49% 5.253%
30 21.444 3118 3124 3134 rBV2 536413 897124 20.46% 4.057%

31 21.879 3191 3198 3207 rBV2 91410 183686 4.19% ©.831%
32 22.555 3308 3313 3324 rVB4 55995 100198 2.29% 0.453%
33 24.517 3636 3647 3664 rBV2 270637 799914 18.24%  3.617%

Sum of corrected areas: 22115134
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc : EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058629.D\data.ms
2500000

2000000
1500000

1000000

8.976

5.386 1k
6.985 10.616
7
3583 4352 7872 135 MR’ 13349920

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG058629.D\data.ms

500000

19.828

2500000 13.365

2000000

1500000 8077

15.951

1000000
20.504

17.208
500000 14.458 19.505

17.490 18.095 1968258 21.879 22555

O T T T T T e T T T e e T A R e e e e [ T [ T T ] T T T

Time--> 13.00 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: BG058629.D\data.ms

2500000

2000000

1500000

1000000

500000
24.517

o

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\BG@80723\

Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Methyl Isobutyl Ketone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
3.583 5.21 ng 57880 1,4-Dichlorobenzene-d4 7.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 90
2 2-Hexanone 100 C6H120 000591-78-6 78
3 2-Hexanone, 4-hydroxy-5-methyl-3. 172 C1eH2002 061141-74-0 43
4 2-Hexanone, 4-hydroxy-3-propyl- 158 C9H1802 062338-17-4 43
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 37
Abundance  Scan 84 (3.583 min): BG058629.D\data.ms (-80) (-) m/z 43.00 100.00%
43.0
5000 58.0 j«/\/\
R A AR SRER S
‘ ‘ 850 100.1 3.20 3.40 3.60 3.80 4.00
Obre el b e b m/z 58,00 44.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4357: Methyl Isobutyl Ketone
43.0
5000 EEEREEEREN R
58.0 3.20 3.40 3.60 3.80 4.00
85.0 100.0 m/z 57.00  25.86%
o |
O H‘HH‘HH‘HH‘H\\‘\\H‘HH‘HH‘HH’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance

43.0
/Jb\'\ A AV

3.20 3.40 3.60 3.80 4.00

m/z-->

5000 58.0 ITI/Z 40.95 21.17%
29.0
15.0 85.0 100.0
oY A 1 N N N M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #47142: 2-Hexanone, 4-hydroxy-5-methyl-3-propyl- oo TSR
43.0 3.20 3.40 3.60 3.80 4.00
m/z 84.95 16.72%
5000
58.0
27.0
72.0
0 L TR 000
H‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H‘M‘HM‘HM‘H,HH‘HH

10 20 30 40 50 60 70 80 90 100110120130

3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Hexanal Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
4.352 10.38 ng 115188 1,4-Dichlorobenzene-d4 7.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 35
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 35
4 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 27
5 Butanal 72 C4H80 000123-72-8 27

Abundance Scan 215 (4.352 min): BG058629.D\data.ms (-208) (-) m/z 56.00 100.00%
43.0 56.0
5000
71.0 85.0 R R N
“ ‘ H ‘ 4.00 4.20 4.40 4.60
O b H 1_‘H}w‘!m_ww‘ m/z 43.00  95.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal
44.0
56.0
27.0
5000 L L AL LA B I B B B
4.00 4.20 4.40 4.60
720 m/z 44.00 90.11%
O \\‘%?;?‘\\‘\!i‘\\\}"! ‘\\‘\\‘\1‘\\\‘\“!\\\8‘?\9\‘\\]\-\0‘0\\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0 56.0
R A RARNE SETLCT
4.00 4.20 4.40 4.60
5000 ITI z 40.95 87.56%
20.0 71.0
o 85.0 1000
R e s B mamman e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1959: Butanal, 3-methyl-
44.0 4.00 4.20 4.40 4.60
m/z 57.00 73.32%
29.0
5000 58.0
15.0 71.0
S O .
O e e e e R RARARRaTAREE
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60

8270-BGO72823.M Tue Aug 08

02:25:29 2023

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1-Hexanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.872 10.66 ng 118303 1,4-Dichlorobenzene-d4 7.813

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 Heptane, 1,1'-oxybis- 214 C14H3e0 000629-64-1 59
3 Propanoic acid, 2,2-dimethyl-, o... 214 C13H2602 027751-88-8 59
4 Heptane, 4-(1-methylethyl)- 142 C1OH22 052896-87-4 53
5 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 50
Abundance Scan 814 (7.872 min): BG058629.D\data.ms (-809) (-) m/z 57.00 100.00%
57.0
5000 //L
R R RAREEE SRRy
39# “ | 83"0 7.60 7.80 8.00 8.20
ol e 1122 m/z 41.00 30.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000
7.60 7.80 8.00 8.20
29.0 83.0 m/z 43.00  28.19%
\‘\ H ‘ ‘\ | 1120
O‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 60 100 120 140 160
Abundance
57.0
e A
7.60 7.80 8.00 8.20
5000 m/z 55.00 24.27%
97.0
o0 b 70 170
m/z--> 20 40 60 80 100 120 140 160
Abundance  #92178: Propanoic acid, 2,2-dimethyl-, octyl ester
57.0 7.60 7.80 8.00 8.20
m/z 56.00 18.24%
5000
20.0 103.0
‘ ‘ 85.0
N Y S ]
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 unknown9.135 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.135 5.28 ng 58632 1,4-Dichlorobenzene-d4 7.813

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonen-1-0l1, (E)- 142 C9H180 031502-14-4 25
2 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 22
3 2-Heptene, (E)- 98 C7H14 014686-13-6 18
4 (Z)-2-Heptene 98 C7H14 006443-92-1 18
5 2-Heptene 98 C7H14 000592-77-8 18
Abundance Scan 1029 (9.135 min): BG058629.D\data.ms (-1022) (-) m/z 57.00 100.00%
57.0
41.0
5000
73.0 08.1
H‘ ‘ H ‘ H 113.9 8.80 9.00 9.20 9.40
oww_m}m”‘ M‘“WHMWH_H m/z 41.00 80.02%
miz-> 20 40 60 80 100 120 140
Abundance #22994: 2-Nonen-1-ol, (E)-
57.0
41.0
5000 W’:’W\\‘\\\\‘\\\\’\\\\‘
8.80 9.00 9.20 9.40
82.0 m/z 56.10 69.04%
\\\\‘\\\\‘\\\ \‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance
56.0
8.80 9.00 9.20 9.40
5000 39.0 m/z 55.00 68.03%
98.0
15.0 79.0
o T
m/iz--> 20 40 60 80 100 120 140
Abundance #3723: 2-Heptene, (E)-
55.0 8.80 9.00 9.20 9.40
m/z 43.00 60.87%
27.0
5000 98.0
bt e
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc : EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Methane, diethoxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.139 27.81 ng 491855 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, diethoxy- 104 C5H1202 000462-95-3 80
2 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H2004 001638-16-0 78
3 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 74
4 1,4,7-Trimethyl-3,6-dioxaoctane-... 192 C9H2004 1000423-63-2 64
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 64

Abundance Scan 1370 (11.139 min): BG058629.D\data.ms (-1362) (- | m/z 59.00 100.00%

59.0
5000
103.0

— T
11.00 11.50

39
0 W,Hm‘mm‘w“7‘9"9‘”_”1‘2‘1"9‘ EuiE S m/z 103.00  20.42%
miz--> 20 40 60 80 100 120 140 160
Abundance #5366: Methane, diethoxy-
59.0
5000 — —
31.0 103.0 11.00 11.50

m/z 57.00 14.91%

0 "w‘hy‘“ﬂy‘ﬂi‘Hy“H“‘““_““““"“
m/z--> 20 40 60 80 100 120 140 160
Abundance
59.0

T 7
11.00 11.50

5000 m/z 40.95 14.62%
31.0 103.0
Oy ****\****8379**\ ‘***\;39'9\***1§};9**\
m/z--> 20 40 60 80 100 120 140 160
Abundance #49775: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethox —r—t —
59.0 11.00 11.50

m/z 45.00 11.92%

5000
103.0
31.0
L eso 1290 1590

\ T
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc : EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.203 33.52 ng 592930 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H2203 029911-28-2 83
2 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 78
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 78
4 Tetraglyme 222 C10OH2205 000143-24-8 72
5 1-(1-Methoxypropan-2-yloxy)propa... 232 C12H2404 1010367-13-4 64
Abundance Scan 1381 (11.203 min): BG058629.D\data.ms (-1376) (- | m/z 59.00 100.00%
59.0
5000 jU\\ﬁ/v\
103.0 e ——
11.00 11.50
39 ‘ ‘
oHWHu‘\‘qmwm?ﬁq‘““““““1““59‘,””,‘ m/z 57.00 21.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #64372: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000 —— Bl
11.00 11.50
103.0 m/z 103.00  20.72%
290
0 L ss0 ‘ 1460 1720
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
miz--> 60 80 100 120 140 160 180
Abundance
59.0
—— —5
11.00 11.50
5000 m/z 45.00 18.99%
31.0 103.0
Ottt el e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)- —— =
59.0 11.00 11.50
m/z 41.00 16.75%
5000
103.0
31.0
0 H“‘wad“u‘“‘_““H““H““H,“‘w‘ —r— ahe
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Nonanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.421 3.91 ng 69215 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 53
2 Hexanoic acid 116 C6H1202 000142-62-1 50
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 47
4 Heptanoic acid 130 C7H1402 000111-14-8 45
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 43
Abundance Scan 1418 (11.421 min): BG058629.D\data.ms (-1410) (- m/z 60.00 100.00%
60.0
41.0
5000 87.0
1 M A
‘ L0 ‘ 143.1 11,50
B e Wl w2 s7.e0 99.92%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35300: Nonanoic acid
60.0
5000 T
41.0 115.0 11.50
m/z 73.00 71.38%
98.0 ‘
O T \J-\S.‘q “\‘\ \“‘\‘\ \H!H‘ T ‘\“‘\‘\8]‘719\ T ‘\“"‘\ T i ’ T \‘\174.‘1\.0\]\-5\‘8‘.\0\
miz--> 20 40 60 80 100 120 140 160
Abundance
60.0
woul | Sy
11.50
5000 m/z 41.00 63.16%
41.0
87.0
0 15.0
B B e e B A ma
m/z--> 20 40 60 80 100 120 140 160
Abundance #4814: Butanoic acid, 3-methyl- —
60.0 11.50
m/z 69.00 60.88%
5000
43.0
87.0
ol 20
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc : EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 unknownll1.485 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.485 4.13 ng 73028 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanol 116 C7H160 000589-82-2 38
2 3-Hexanol, 5-methyl- 116 C7H160 000623-55-2 36
3 dl-Erythro-0-methylthreonine 133 C5H11NO3 1000214-70-7 28
4 Ether, hexyl t-butyl 158 C10H220 069775-79-7 25
5 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 17

Abundance Scan 1429 (11.485 min): BG058629.D\data.ms (-1423) (- | m/z 59.00 100.00%

59.0
5000
41.0 8.0

‘ 143.0 150
““_‘“;MuwHu‘HMM‘m‘wuy“““‘J‘L“““ m/z 87.00  37.37%

m/z--> 20 40 60 80 100 120 140 160
Abundance #9453: 3-Heptano
59.0

5000
410 87.0 1150
m/z 69.08  33.79%

o | 115.0
\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
mi/z--> 20 40 60 80 100 120 140 160
Abundance
59.0

o

o

1150
m/z 41.00 30.72%
5000 41.0
87.0
15.0
0 115.0
T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16763: dI-Erythro-O-methylthreonine

59.0 11 50

m/z 57.00  23.68%

5000
0 ‘? | 8%0 116.0133.0

miz--> 20 60 80 100 120 140 160 11,50

8270-BGO72823.M Tue Aug 08 02:25:34 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc : EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 2-Decenal, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.556 13.12 ng 232038 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decenal, (Z)- 154 C10H180 002497-25-8 64
2 1,2-Cyclohexanedione 112 C6H802 000765-87-7 53
3 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 52
4 1-Fluorooctane 132 C8H17F 000463-11-6 50
5 2-Decenal, (E)- 154 C1eH180 003913-81-3 50
Abundance Scan 1441 (11.556 min): BG058629.D\data.ms (-1435) ( | m/z 55.00 100.00%
55.0
- il T N\A/\A/L\/
T [
oo o
0~ ““lﬁ‘w “uhlumk‘wa“HM‘p“““ e m/z 43.00 98.09%
miz--> 20 40 60 80 100 120 140
Abundance #30977: 2-Decenal, (2)-
41)0
70.0
5000 — :
11.50
98.0 m/z 41.00 95.97%
O T ‘ \‘\ ‘\ T } T \‘\H\“ \HH h \“““!“\ \M\H‘ \‘\“1172‘1\.()\ L ‘ \]\-5\4:.0‘
miz--> 20 40 60 80 100 120 140
Abundance
55.0 112.0
27.0 T T
83.0 11.50
5000 m/z 57.00 91.82%
0L L Al e
m/iz--> 20 40 60 80 100 120 140
Abundance #7667: cis-1-Butyl-2-methylcyclopropane —— ‘
55.0 11.50
m/z 70.00 75.44%
5000
83.0 112.0
Ob R R e T
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc : EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 unknownl2.384 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.384 3.96 ng 69978 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-2-tert-Butylcyclohexanol, tr... 252 C12H19F302 1000467-27-6 16
2 Carbonic acid, octyl prop-1-en-2... 214 C12H2203 1000382-54-0 13
3 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 12
4 trans-2-tert-Butylcyclohexanol, ... 252 C12H19F302 1010467-27-5 12
5 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 10
Abundance Scan 1582 (12.384 min): BG058629.D\data.ms (-1573) (- | m/z 57.00 100.00%
57.0
ﬁ*r®r ‘ —
‘ %O 1171 12.00 12.50
om_m‘i Www_‘H_m‘HH,wwwwm,‘ m/z 61.08 57.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #137624: cis-2-tert-Butylcyclohexanol, trifluoroacetate
57.0
5000 82.0 — —
12.00 12.50
123.0 m/z 41.00 45.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
— —
12.00 12.50
5000 m/z 55.00 35.95%
29.0 80 -
0 112. 157.0
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94094: Heptyl isobutyl carbonate _— e
57.0 12.00 12.50
m/z 81.00 27.36%
5000
290‘
98.0
PN e U |-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc : EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 unknownl2.496 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.496 9.84 ng 174067 Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine 87 C4H9NO 000110-91-8 43
2 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 40
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 38
4 1-Pentanamine 87 C5H13N 000110-58-7 38
5 3-Ethyl-5-hexen-3-o0l 128 C8H160 001907-46-6 38

Abundance Scan 1601 (12.496 min): BG058629.D\data.ms (-1595) (- | m/z 57.00 100.00%

57.0
87.0
5000 41.

71.0 101.0 12 50

S 11 Y Il Y I £ 1 55.00  97.09%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #2088: Morpholine
57.0
87.0
29.0

o

5000
1250
42.0 m/z 87.00 76.71%
0 15.0 \‘ “ L 70.0
H\‘H\\‘HH‘HH‘HH‘H\\‘H\\‘\H\‘\H\‘\H\‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57.0
41.0 12,50
5000 ITI/Z 82.95 70.41%
87.0
27.0
0 71.0 102.0
R RRRRAR R RN e R R e AR RRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10025: Ethanol, 2-butoxy- wA
57.0 1250

m/z 45.00 51.06%

5000
417 870
27.0 ‘
0 \“ Al 14 1000 118.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc : EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.365 158.08 ng 4384760  Acenaphthene-di10 14.458
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
3 Acetaminophen 151 C8HINO2 000103-90-2 49
4 Metacetamol 151 C8HINO2 000621-42-1 47
5 m-Isopropoxyaniline 151 CSH13NO 041406-00-2 47
Abundance Scan 1749 (13.365 min): BG058629.D\data.ms (-1740) (- | m/z 43.00 100.00%
43.0
109.0
5000
151.1
‘ ¥ 870 13.00 13.50
bbbl ey b 193D n/z 109.00  67.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0
5000
13 00 13 50
69.0 m/z 151.05 36.95%
O TT \‘\ \\\’\\ \“\“‘ \“\“\ \H“\‘\ \H\ ’ \ \Hl‘\ ‘ \ T \ \ ‘ T ! T ‘]\-?ﬁ‘o\ TTT ‘2\1\-]\-\0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
13 00 13 50
5000 151.0 m/z 41.00 20.22%
0 32.0 79.0
R e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28727: Acetaminophen
109.0 13 00 13 50
m/z 85.00 13.72%
5000 151.0
43.0 80.0
N ELT RN AN N S
m/z--> 20 40 60 80 100 120 140 160 180 200 13 00 13 50

8270-BGO72823.M Tue Aug 08 02:25:39 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 13 2-(2-(2-(2-(2-(2-Methoxyeth... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.490 2.24 ng 88977  Phenanthrene-d10 17.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-(2-(2-(2-(2-Methoxyethoxy)e... 310 C13H2608 016142-03-3 64
2 3,6,9,12-Tetraoxatetradecan-1-o0l... 322 C15H3405Si 1000352-09-6 59
3 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 53
4 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H2203 132739-31-2 53
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53

Abundance Scan 2451 (17.490 min): BG058629.D\data.ms (-2436) (- m/z 59.00 100.00%

59.0
5000 103.0

‘ ‘ ‘ 149.0 206.9 1750
m_‘HN‘eui“,m“JMM_WJH,MWwwww,m 57.00  46.10%

m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #211085: 2-(2-(2-(2-(2-(2-Methoxyethoxy)ethoxy)ethoxy)
59.0
103.0

5000
17 50

m/z 103.00  39.37%

31.0
\H‘\M\‘h\H"H}M\‘\‘\‘H“HH‘H\]\-‘4\3\\()’\]_\\71\(\)\\‘\%?%\q\‘\\%??\(
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
59.0
Moy

o

o

17 50
5000 103.0 m/z 45.00  35.93%
20.0 147.0
o 177.0 221.0 2654
R R o A RAARCEs
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #49775: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethox 4 I
59.0 17 50

m/z 41.00 22.54%

5000
103.0
31
“‘ H\‘ ‘ 143.0 174.0

m/z--> 20 40 60 80 100120140160 180200220 240260 17 50

o

8270-BGO72823.M Tue Aug 08 02:25:40 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 14 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.095 2.65 ng 105047  Phenanthrene-di10 17.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 1-(p-Toluidino)-1-deoxy-.beta.-d... 269 C13H19NO5 1000226-06-4 43
Abundance Scan 2554 (18.095 min): BG058629.D\data.ms (-2549) (- | m/z 73.00 100.00%
73.0
43.0
5000
‘ 18.00
— m/z 60.00 87.55%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
5000 —L s
18.00
129.0 256.0 m/z 43.00  83.24%
1010 157018502130
0 \H‘H‘H‘H\H\M \”\‘\M\\‘1““\\‘1“1‘\‘\‘\\‘HH‘\\‘H‘\‘H\‘HH‘HH‘HH“\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.0
43.0 T I
18.00
5000 129.0 m/z 57.00  77.09%
185.0
228.0
101.0
0 15.0 157.0
T T o e e e
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92068: Tridecanoic acid ey ‘
43.0 73.0 18.00
' m/z 55.00 64.56%
5000
129.0
oo e
101.0
0 HWLHH‘“ d‘l““‘:““““h“; ﬁ“m‘umw\m“u‘u‘“‘ R RASARaaseseeCI A
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00

8270-BGO72823.M Tue Aug 08 02:25:42 2023 Page: 16



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080723\
BGO58629.D
7 Aug 2023 16:18
: MA/JU
: 03862-09

. 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

EQUIPMENT-BLANK-1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 15 unknownl9.258 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
19.258 3.49 ng 138661  Phenanthrene-di10 17.208
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Palmitoleic acid 254 C16H3002 000373-49-9 38
2 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 30

3 Pentadecafluorooctanoic acid, un... 568 C19H23F1502 1010406-04-1 30
4 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 25
5 4-Methyl-5,6-tetramethylenetetra... 185 C9H15NOS 082947-02-2 25
Abundance Scan 2752 (19.258 min): BG058629.D\data.ms (-2744) (- | m/z 55.00 100.00%
55.0 129.0 185.0
5000
—— —
| 259.1 19.00 19.50
0! \kNMm‘H“mw”wm‘_m_ m/z 57.85 95.65%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #140796: Palmitoleic acid
55.0
5000
19.00 19.50
’ 11.0 m/z 185.00  93.95%
236.0
oL td M\L 1650
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55.0
—— —4
19.00 19.50
5000 ITI/Z 129.00 87.68%
111.0
165.0 236.0
(LRI R IR R L S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #344981: Pentadecafluorooctanoic acid, undecyl ester e —
43.0 19.00 19.50
m/z 41.00 86.01%
5000
7.0
154.0
ol {‘J‘ M‘ | | 219.0 281.0 369.0 455,
R R e A RS SRR RERE —L ==
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50

8270-BGO72823.M Tue Aug 08 02:25:43 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 16 Butyl citrate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.505 10.98 ng 492714  Chrysene-d12 21.444
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 78
3 Adipic acid, 2-decyl isobutyl ester 342 C20H3804 1000353-59-6 78
4 Adipic acid, 2-ethylcyclohexyl i... 312 C18H3204 1000324-22-5 72
5 Adipic acid, isobutyl 4-methylpe... 286 C16H3004 1000353-50-1 64
Abundance Scan 2794 (19.505 min): BG058629.D\data.ms (-2789) (- | m/z 185.00 100.00%
185.0
129.0
5000
57.0
| -
259.1 19.50
oAb b oL L8120 s 109 00 75.51%
m/z--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000 A W
19.50
m/z 57.00  31.46%

o

41.0 259.0
\‘\ \““‘\\\\ }‘\““\\\\‘\\\\‘i\\\’\\\\3‘6\1.\'
m/z--> 100 150 200 250 300 350
Abundance
129.0
185.0

19 50
5000 m z 41.00 22.67%
55.0
okt by pr 4 bt Lo
m/z--> 50 100 150 200 250 300 350
Abundance #251096: Adipic acid, 2-decyl isobutyl ester
129.0 19 50

m/z 110.95 11.72%

185.0
5000
57.0 jk
oL H “‘ T \\h [ [ 269.0 JASNE,

\\\‘\ \\\\“\\\\‘\\\\‘\\\\’\\\\‘\\ \\\‘\ L

m/z--> 50 100 150 200 250 300 350 19.50

8270-BGO72823.M Tue Aug 08 02:25:44 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc : EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 17 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.504  25.90 ng 1161700  Chrysene-d12 21.444
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
2 Hexadecanamide 255 C16H33NO 000629-54-9 72
3 Pentanamide 101 C5H11NO 000626-97-1 64
4 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 56
5 Nonanamide 157 C9H19NO 001120-07-6 53
Abundance Scan 2964 (20.504 min): BG058629.D\data.ms (-2956) (- | m/z 59.00 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc : EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 unknown21.879 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21.879 4.09 ng 183686  Chrysene-di2 21.444
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 000547-60-4 15
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 015358-88-0 11
3 4-(Aminomethyl)-N-methylcyclohex... 170 C9H18N20 1000459-82-8 11
4 Cyclohexanecarboxamide 127 C7H13NO 001122-56-1 10
5 10-Aminodecanoic acid, O-methyl ... 201 C11H23NO2 1010497-26-6 10

Abundance Scan 3198 (21.879 min): BG058629.D\data.ms (-3191) (- | m/z 55.00 100.00%
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Abundance #46251: 4-(Aminomethyl)-N-methylcyclohexane-1-carbox
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc : EQUIPMENT-BLANK-1

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 19 1,4-Benzenedicarboxylic aci... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
22.555 2.23 ng 100198  Chrysene-di2 21.444
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
2 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 59
4 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 35
5 1-(2-Hydroxymethylpyrrolidin-1-y... 143 C7H13NO2 1000192-83-2 27
Abundance Scan 3313 (22.555 min): BG058629.D\data.ms (-3308) (- | m/z 70.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80723\
Data File : BG@58629.D

Acqg On : 7 Aug 2023 16:18

Operator : MA/JU

Sample : 03862-09 :
Misc : EQUIPMENT-BLANK-1

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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|
Methyl Isobutyl... 3.583 5.2 ng 57880 1 7.813 222027 20.0
Hexanal 4.352 10.4 ng 115188 1 7.813 222027 20.0
1-Hexanol, 2-et... 7.872 10.7 ng 118303 1 7.813 222027 20.0
unknown9.135 9.135 5.3 ng 58632 1 7.813 222027 20.0
Methane, diethoxy- 11.139 27.8 ng 491855 2 10.616 353735 20.0
2-Propanol, 1-(... 11.203 33.5 ng 592930 2 10.616 353735 20.0
Nonanoic acid 11.421 3.9 ng 69215 2 10.616 353735 20.0
unknownl11.485 11.485 4.1 ng 73028 2 10.616 353735 20.0
2-Decenal, (Z)- 11.556 13.1 ng 232038 2 10.616 353735 20.0
unknownl12.384 12.384 4.0 ng 69978 2 10.616 353735 20.0
unknown12.496 12.496 9.8 ng 174067 2 10.616 353735 20.0
2,4,7,9-Tetrame... 13.365 158.1 ng 4384760 3 14.458 554762 20.0
2-(2-(2-(2-(2-(... 17.490 2.2 ng 88977 4 17.208 794137 20.0
n-Hexadecanoic ... 18.095 2.6 ng 105047 4 17.208 794137 20.0
unknown19.258 19.258 3.5 ng 138661 4 17.208 794137 20.0
Butyl citrate 19.505 11.0 ng 492714 5 21.444 897124 20.0
9-Octadecenamid... 20.504 25.9 ng 1161700 5 21.444 897124 20.0
unknown21.879 21.879 4.1 ng 183686 5 21.444 897124 20.0
1,4-Benzenedica... 22.555 2.2 ng 100198 5 21.444 897124 20.0
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