LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41171.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.452 40 45 48 rBV 98228 133681 1.84% 0.317%
2 3.481 48 50 56 rVB 76726 87218 1.20% 0.207%
3  3.634 71 76 84 rVB 133954 183577 2.53% 0.436%
4 3.716 86 90 98 rVW 127662 171118 2.36% 0.406%
5 3.863 112 115 124 rVB2 85300 177275 2.45% 0.421%
6 3.963 124 132 142 rVB4 100639 234328 3.23% 0.557%
7 4.140 155 162 166 rBvV2 139976 223804 3.09% 0.532%
8 4.275 181 185 195 rVB3 79563 151010 2.08% ©.359%
9 4.428 207 211 220 rVB 162336 222657 3.07% 0.529%
106 4.71@ 250 259 265 rBV 93589 141300 1.95% 0.336%
11  4.916 291 294 299 rVB 112200 146317 2.02% 0.347%
12 4.975 299 304 309 rBV2 131480 192822 2.66% 0.458%
13 5.216 340 345 349 rBV3 62573 111158 1.53% 0.264%
14 5.375 365 372 384 rBV 2820147 3984968 54.97% 9.464%
15 6.051 479 487 500 rBVv6 34353 98331 1.36% 0.234%
16 6.287 517 527 531 rBV4 32326 77709 1.07% 0.185%
17 6.981 639 645 664 rVB 2622142 4053440 55.92% 9.627%
18 7.422 715 720 729 rBV2 47602 114946  1.59% 0.273%
19 7.804 780 785 795 rVB 674777 1022327 14.10% 2.428%
20 8.981 977 985 1005 rBV 1480591 2397822 33.08% 5.695%

21 10.610 1254 1262 1283 rBV 785776 1392044 19.20%
22 13.086 1676 1683 1702 rBV 3442345 4933630 68.06% 11.
23 13.363 1723 1730 1750 rVB 583938 954127 13.16%
24 14.469 1911 1918 1926 rBV 1135777 1628423 22.46%
25 15.968 2163 2173 2191 rBV 2993177 4048167 55.84%

O WNPRFP W
N
[e))
[e)]
B

26 17.227 2381 2387 2392 rBV 1349611 1863076 25.
27 17.268 2392 2394 2400 rVWVW 52259 74879 1
28 18.127 2533 2540 2550 rBv2 228373 405999 5.60%
29 19.074 2698 2701 2707 rVB 161865 190407 2
30 19.298 2731 2739 2744 rBV 76843 132986 1

[CRECHECECEN
0
e}
i
R

31 19.409 2754 2758 2771 rBV 87377 152740  2.11%
32 19.662 2798 2801 2808 rVB 56552 83450 1.15% 0.198%
33 19.862 2830 2835 2847 rBV 6195017 7248936 100.00% 17.216%
34 21.139 3048 3052 3063 rBV2 209552 488348 6.74% 1.160%
35 21.427 3096 3101 3106 rBV 1697002 2227882 30.73% 5.291%

[
w
[}
w
R

36 23.803 3499 3505 3516 rVB 1207190 2355469 32.49% 5.594%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

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_M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 42106371
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM041171.D\data.ms
6000000

5000000
4000000
3000000 5.375 6.981

2000000

8.981

1000000 7804 10.610

BABB BB HF420. 7100985 21 6.054.287 7.422

Time--> 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM041171.D\data.ms
6000000 19.862

o

5000000

4000000
13.086

3000000 15.968

2000000
17.227
14.469

1000000
13.363

0 17,268 18.127 19.0%499m9.662
L | WS . S S N e e R R

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM041171.D\data.ms
6000000

5000000
4000000
3000000
2000000 21.427 93,803

1000000
21.139

o

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Cyclopentane, 1,1,3-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
3.452 2.62 ng 133681 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 76
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 46
3 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 46
4 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 30
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 18
Abundance  Scan 45 (3.452 min): BM041171.D\data.ms (-40) (-) m/z 57.00 100.00%
57.0
97.0
5000
340 360 380
132.7 ¢ : : :
0 wH‘HH‘}mw““Ml‘w,h!‘u:“_mmu‘Wm‘,Hw?‘???w“‘2“6‘9‘: m/z 55.00 91.58%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #7660: Cyclopentane, 1,1,3-trimethyl-
55.0
5000 970 LI L L LI B B
3.40 3.60 3.80
J m/z 40.95 87.48%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0
e
3.40 3.60 3.80
5000 m/z 56.00 79.96%
27.0
4] =
N A
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #3730: 1-Hexene, 3-methyl- e LA aL
55.0 3.40 3.60 3.80
m/z 68.95 61.07%
5000
98.0
0240,, DNV VA
m/z--> 0 20 40 60 80 100120140160180200220240260 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Cyclopentane, 1,2,4-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
3.634 3.59 ng 183577 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
2 Undecane, 3-methylene- 168 C12H24 071138-64-2 78
3 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 72
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 72
5 Tridecane, 3-methylene- 196 C14H28 019780-34-8 72
Abundance  Scan 76 (3.634 min): BM041171.D\data.ms (-71) (-) m/z 69.95 100.00%
70.0
- m
‘H 1121 190.8 3.40 3.60 3.80 4.00
om,mwH_me“w,ﬂf‘ﬁ%m‘W,WWW??‘?‘? m/z 55.00 72.85%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
5000 LI L B L B L B
3.40 3.60 3.80 4.00
410 m/z 41.00  25.71%
L)L, 2o
O\H’\‘\‘\\“H\‘\“H‘H‘WH\“Hl\’\\\\‘HH‘HH‘HH’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #43529: Undecane, 3-methylene-
70.0
e EAARRESEE S
3.40 3.60 3.80 4.00
5000 m/z 69.00 23.19%
41.0
0 ‘\‘ \H HH MH “930 13\9'0168'0
e e e e e e
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #7648: Hexane, 2-methyl-4-methylene- T T
70.0 3.40 3.60 3.80 4.00
m/z 42.00 19.97%
41.0
5000
112.0
m/z--> 20 40 60 80 100120140160 180200220 240260 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Cyclopentane, 1,2,3-trimeth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.716 3.35 ng 171118 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
2 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 76
5 Isopropylcyclobutane 98 C7H14 000872-56-0 52
Abundance  Scan 90 (3.716 min): BM041171.D\data.ms (-86) (-) m/z 70.00 100.00%
70.0
41.0
5000
“‘,AA‘
| 97.0 2069 3.40 3.60 3.80 4.00
Ol gl b Ly 2880 2089 47 55,00 88.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0
5000 41.0 L i BTl
3.40 3.60 3.80 4.00
m/z 55.95 83.15%
‘ ‘ 112.0
0 \\\‘\H\\"‘\\‘\h ‘\w\\“\\\\“\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
70.0
o AREENEEN e AT
3.40 3.60 3.80 4.00
5000 m/z 40.95 54.94%
41.0
112.0
0 Hm‘m‘,“m“ ‘\‘1u“‘u\\“\\!\‘\u\‘HHWHWHWHW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis- A RRESRE AT SR
70.0 3.40 3.60 3.80 4.00
410 m/z 69.00  38.51%
5000
98.0
sof )
0l R R R RRRARRREE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Heptane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.863 3.47 ng 177275 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 64
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 53
3 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 38
4 Propane, 1l-chloro-2-methyl- 92 C4HoCl 000513-36-0 37
5 Sulfurous acid, 2-propyl heptyl ... 222 C10H2203S 1000309-11-8 37
Abundance Scan 115 (3.863 min): BM041171.D\data.ms (-112) (-) m/z 57.00 100.00%
57.0
5000
990 \‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
" 3.60 3.80 4.00 4.20
0 ‘_m‘H‘M;w‘u‘_J‘m‘wumn_‘H_mwwmzﬁ’?;? m/z 43.60  75.95%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8632: Heptane, 2-methyl-
43.0
5000 L B R B L L R
3.60 3.80 4.00 4.20
m/z 41.00 45.95%
H 70.0 990
O \‘\}\5‘\.?\}\\‘i}\\‘H“\\M\\‘\‘\\\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
R mmm
3.60 3.80 4.00 4.20
5000 m/z 42.00 39.75%
71.0 99.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22131: Heptane, 3-ethyl-2-methyl- e ARRAREE T
57.0 3.60 3.80 4.00 4.20
m/z 98.95 16.20%
5000
98.0
29.0 ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27

Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Hexane, 2,4-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.963 4.58 ng 234328 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
2 Butanoic acid, 2-methyl-, 2-meth... 186 C11H2202 083783-88-4 64
3 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 53
4 Octane, 3,4-dimethyl- 142 C10H22 015869-92-8 53
5 Hexane, 1-propoxy- 144 CS9H200 053685-78-2 53
Abundance Scan 132 (3.963 min): BM041171.D\data.ms (-124) (-) m/z 43.00 100.00%
43.0
85.0
5000
R RREEEEEEE R
‘ ‘ Lons 3.60 3.80 4.00 4.20
oAb AL 1928 2810 ... 5700 87.52%
miz--> 50 100 150 200 250
Abundance #8637: Hexane, 2,4-dimethyl-
43.0
85.0 m
5000 L L L LI L B LA BN B B
3.60 3.80 4.00 4.20
m/z 84.95 67.71%
Olg-of L“ ““\ ‘” \‘ T ‘1]\-5\.0\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #60857: Butanoic acid, 2-methyl-, 2-methylpentyl ester
85.0
P e e
3.60 3.80 4.00 4.20
5000 m/z 41.00 62.79%
43.0
AR RS R
miz--> 50 100 150 200 250
Abundance #90195: Tetradecane, 5-methyl- R e
43.0 3.60 3.80 4.00 4.20
85.0 m/z 55.95 54.12%
5000
154.0
| AT
R A S B R AR RALE
m/z--> 50 100 150 200 250 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.140 4.38 ng 223804 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 91
2 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 87
3 2-Pyrazoline, 1,3,4-trimethyl- 112 C6H12N2 014044-41-8 80
4 2-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-40-4 68
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 62
Abundance Scan 162 (4.140 min): BM041171.D\data.ms (-155) (-) m/z 97.00 100.00%
97.0
55.0
5000
A
H H 3.80 4.00 4.20 4.40
Ol 1918 221.C /s 54,95 85.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7676: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
5000 L L L R B B
3.80 4.00 4.20 4.40
27.0 m/z 40.95 33.78%
O\\\‘\‘\H\\U‘\\\h!“\‘{“‘\\‘h\\\}"\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7612: Cyclohexane, 1,3-dimethyl-
55.0 97.0
T RAREEEEE LS
3.80 4.00 4.20 4.40
5000 m/z 56.00 22.66%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7132: 2-Pyrazoline, 1,3,4-trimethyl- e A ARanaaaE
97.0 3.80 4.00 4.20 4.40
m/z 112.10 22.59%
42.0
5000
LT
0‘H‘_Wuhmwwﬂ“wuuﬂwuh‘u‘W‘H‘M‘H‘H‘W‘H‘_‘ \Aw‘uﬁ‘u‘w‘u‘,u‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cycloheptane, methyl-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
4.275 2.95 ng 151010 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane, methyl- 112 C8H16 004126-78-7 91
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 64
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 59
4 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1010338-28-2 58

5 1-Thiophen-2-ylmethyl-piperazine 182 C9H14N2S

Abundance Scan 185 (4.275 min): BM041171.D\data.ms (-181) (-)

039244-79-6 47

m/z 55.00 100.00%

530 970
5000
e R
M ‘ ‘ 1470 1908 . 4.00 4.20 4.40 4.60
Oberrerelb by 1470 1908 280 1, 97.00  85.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7566: Cycloheptane, methyl-
55.0
97.0
5000 LI L B I B R
4.00 4.20 4.40 4.60
m/z 41.00 57.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
Co e
4.00 4.20 4.40 4.60
5000 m/z 55.95 50.87%
A
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans- A RARSREEEEEEE R
55.0 97.0 4.00 4.20 4.40 4.60
m/z 69.00 48.49%
5000
02&0”” B R N R E R
m/z--> 20 40 60 80 100120140160180200220240260280 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexane, 1,2-dimethyl-,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.428 4.36 ng 222657 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 96
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 94
3 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 87
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 87
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87

Abundance Scan 211 (4.428 min): BM041171.D\data.ms (-207) (-)

m/z 97.00 100.00%

55.0 97.0
5000
H | ‘ 4.20 4.40 4.60 4.80
Ol el A 1328 1928 2210y, ss.00  88.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000 LB B BB N B I B
4.20 4.40 4.60 4.80
27.0 m/z 41.00 43.11%
0\\‘\‘\“‘\‘\\ \\‘1“‘\“!‘\\““1\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
580 970
R SR
4.20 4.40 4.60 4.80
5000 ITI/Z 56.00 29.13%
27.0
A U O —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7615: Cyclohexane, 1,4-dimethyl- T
55.0 4.20 4.40 4.60 4.80
97.0 m/z 69.00  25.68%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptane, 2,6-dimethyl-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
4.710 2.76 ng 141300 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 91
2 Octane, 2-methyl- 128 C9H20 003221-61-2 91
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 72
4 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 53
5 Nonane 128 C9H20 000111-84-2 52

Abundance Scan 259 (4.710 min): BM041171.D\data.ms (-250) (-)

m/z 43.00 100.00%

43.0
5000 71.0
R Rama e AREE R
‘ ‘ 1131 4.40 4.60 4.80 5.00
Ol b 1929, 2200 se osT 63, 06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14552: Heptane, 2,6-dimethyl-
43.0
5000 U L R R |
71.0 4.40 4.60 4.80 5.00
m/z 71.00 41.68%
‘ 113.0
O\‘\H\\“}\\‘\“\‘\‘\\’}‘\\\‘\\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14534: Octane, 2-methyl-
430 710
4.40 4.60 4.80 5.00
5000 ITI/Z 40.95 41.20%
113.0
0“AV‘Mmdkwﬁlw‘uuu‘JM“M‘,H“_“W“H“‘H“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33088: Decane, 2-methyl- AR
43.0 4.40 4.60 4.80 5.00
m/z 41.95 26.60%
5000 71.0
[ A Y
Ot e e e R REREEmEEEnsEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Cyclohexane, ethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.916 2.86 ng 146317 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
2 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 46
3 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 46
4 Glycine, N-(2-methyl-1-oxo-2-but... 171 C8H13NO3 055649-53-1 43
5 Oxalic acid, cyclohexyl hexyl ester 256 C14H2404 1000309-30-8 43
Abundance Scan 294 (4.916 min): BM041171.D\data.ms (-291) (-) m/z 43.00 100.00%
43.0 83.0
5000
T ABEEEEEE S
M || 1‘2'0 uss 1928 221c 4.60 4.80 5.00 5.20
Okt olll bl 1469 1928 221C . g3 g9 91.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7533: Cyclohexane, ethyl-
83.0
55.0
5000 \\‘\\\\‘\TJW\WA‘\\\\’\\\\‘
4.60 4.80 5.00 5.20
27.0 112.0 m/z 55.00 80.48%
O\\\‘\‘\H\\“’h\\\H!‘\M‘\\“‘\\\\’\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7565: 3,4-Dimethyl-2-hexene
55.0 83.0
e R AEERaRERL
4.60 4.80 5.00 5.20
5000 m/z 58.95 51.53%
112.0
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7588: 2-Hexene, 2,4-dimethyl- “_““‘H““H,“‘A
55.0 83.0 4.60 4.80 5.00 5.20
m/z 81.95 44.62%
5000
112.0
27.0‘
ol bl b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20

8270-BM072823.M Sat Jul 29 ©7:54:32 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
4.975 3.77 ng 192822 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 93
2 1,1,4-Trimethylcyclohexane 126 CSH18 007094-27-1 72
3 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 72
4 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 72
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 64
Abundance Scan 304 (4.975 min): BM041171.D\data.ms (-299) (-) m/z 111.00 100.00%
69.0 111.0
5000 41.0 /\ A
e A BARSERRRES
‘ ‘ ‘ 4.60 4.80 5.00 5.20
Ol bl b 23481910 sz 68.95  89.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.0 T T T [T T
4.60 4.80 5.00 5.20
‘ m/z 54.95 53.40%
0 \\\‘\H\\‘i“\\\“\“\H‘\\‘}\\\‘\\‘1\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13237: 1,1,4-Trimethylcyclohexane
69.0 111.0
REARmEEs RS
4.60 4.80 5.00 5.20
5000 41.0 m/z 40.95 40.59%
s b b A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl- EEaa e AREaRAR
69.0 4.60 4.80 5.00 5.20
111.0 m/z 55.95 24.88%
5000
41.0
T P Y 140.0
Ot i et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20

8270-BM072823.M Sat Jul 29 ©7:54:33 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexane, 1,3,5-trimethy...

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
5.216 2.17 ng 111158 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 68
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18

Abundance Scan 345 (5.216 min): BM041171.D\data.ms (-340) (-)

007667-60-9 68
001795-27-3 58
001839-63-0 58
002234-75-5 58

m/z 69.00 100.00%

69.0 111.0
43.0
5000
M ‘ H 100g 480500520540 5,60
0“"_“H;‘NH‘NmeW“W“l‘_w“‘u““u‘“uﬁw m/z 111.00 95.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
41.0
5000 ‘\/\\\‘\\\\‘\\\\‘\\\\‘\\
4.80 5.00 5.20 5.40 5.60
m/z 55.00 71.44%
150‘ ‘
O\\\‘\‘\‘}\\ \\‘\‘\‘\\‘\\“‘\(\)\.‘\‘\\‘1\‘\‘\H‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
62.0 111.0
R ABEARRERa R
4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 43.00 66.29%
NECLNN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. R R R ARREER R
69.0 111.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 52.46%
5000 41.0
o) ||
T | ) O R T N S A
m/z--> 20 40 60 80 100 120 140 160 180 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-(2-ethoxyethoxy)-

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.422 2.25 ng 114946  1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 78
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 64
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 53
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45

Abundance Scan 720 (7 422 min): BM041171.D\data.ms (-715) (-)

m/z 45.00 100.00%

48.0
5000 j\mx&w&wm
72.0 R AR R
| h‘ 103.9 Lo0s 7.00 7.20 7.40 7.60 7.80
Ot prrrr it b ot o e e e e M/Z 59.08 32.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 B LA LR R
7.00 7.20 7.40 7.60 7.80
72.0 m/z 72.00 23.06%
o2 | 1000 1350
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38389: Diethyl carbitol
45.0
_\H,H\\ﬂﬁﬁwh\w\\
7.00 7.20 7.40 7.60 7.80
5000 72.0 m/z 43.00 15.54%
50, | 1030
o Y .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53406: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- RERENEEEE Aanny
45.0 7.00 7.20 7.40 7.60 7.80
m/z 72.95 15.03%
5000
72.0
Jiso | ||| 1030 80
R aE o o i R R P
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.363 11.72 ng 954127  Acenaphthene-di1e 14.469
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 Metacetamol 151 C8HI9NO2 000621-42-1 58
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 53
5 Acetaminophen 151 C8H9NO2 000103-90-2 53

Abundance Scan 1730 (13.363 min): BM041171.D\data.ms (-1723) (- m/z 42.95 100.00%

43.0
109.0
5000 151.1
‘ 69‘ 0 | 13.00 13.50
O et bl L1901 169,00 71.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
1300 1350
69.0 m/z 151.05 490.01%
O \]-\5\.‘0\ ‘\‘\ \"‘ }‘\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \\M\ “1 T \‘ 1“ TT 1 T ‘ T \‘\ T ‘J\-\g\z\.‘o\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0
1300 1350
5000 151.0 m/z 41.00 25.19%
43.0
80.0
150 | | I | |
Orrrr b et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide
109.0 1300 1350
m/z 69.00 15.25%
5000 151.0
32.0 79.0 ‘ | ‘ 1L |
0 H“‘H‘,H“_“‘_“w“u"H\“H“H“_“‘_“w
m/z--> 20 40 60 80 100 120 140 160 180 200 1300 1350

8270-BM072823.M Sat Jul 29 07:54:34 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 15 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.127 4.36 ng 405999  Phenanthrene-d10 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2540 (18 127 min): BM041171.D\data.ms (-2533) (- m/z 73.00 100.00%

%

5000
129.0
‘ 171.0 21‘31 256.1 18ﬁ00 18f50
oL3° u‘w ‘M\ o N . A “35"5; m/z 42.95 85.39%
m/z--> 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid

73.0

129.0 256.0
5000 T T
213.0 18.00 18.50
171. m/z 60.00 81.44%
0' ‘““ m L “\ \ T \ \ T \ T ’ ‘\ T T ‘ L ‘ T
10

%

m/z--> 0 150 200 250 300 350
Abundance #126199:Pentadecan0k:acm
— el
18.00 18.50
5000 129.0 ITI/Z 41.00 68.19%
29.0
‘ 199.0 242.0
0\\“\” ‘uh\\\\u‘\m“ ‘ ‘ ‘ \‘\H“\’HH‘HH“
m/z--> 5 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid = =T
73.0 18.00 18.50
m/z 55.00 67.52%
5000
29.
129.0
‘ 17102140
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

19.074 2.04 ng 190407  Phenanthrene-die 17.227
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 94
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 91
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 91

Abundance Scan 2701 (19.074 min): BM041171.D\data.ms (-2698) (- m/z 55.00 100.00%

558.0
5000
T \
37.0 180.0 222.1 264.1 19.00
oL, “ mme‘u ‘wﬂ‘”‘u ﬂ“““3499‘ m/z 41.00 72.05%
miz--> 150 200 250 300 350
Abundance #194440. 9-Octadecen0|c acid (2)-, methyl ester
55.0
5000 e :
19.00
m/z 68.95 66.44%
37.0 180.0 222.0 264.0
O\L\“‘ HH‘H‘1\‘\\“\\‘\H\\\‘|\\\\‘\
miz--> 50 150 200 250 300 350
Abundance #194409 9-Octadecenoic acid, methyl ester
T \
19.00
5000 m/z 74.00  60.61%
264.0
370 180.0 2220 ‘
miz--> 150 200 250 300 350
Abundance #194421: 14—Octadecen0|c acid, methyl ester 2 ep ‘
55.0 19.00
m/z 43.00 50.37%
5000
7.0
264.0
H H ﬁsso 1800 2220 h
m/z--> 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 17 Pentadecafluorooctanoic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.139  4.38ng 488348 Chrysene-di2 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 94

3 1,2-Octadecanediol 286 C18H3802 020294-76-2 93
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3052 (21.139 min): BM041171.D\data.ms (-3048) - m/z 57.00 100.00%
57.0

5000

21.00 21.50

1207.0
‘ % 280.0 4009 488.9 .
,HH‘mwfa‘m‘e‘HH‘mWm,uH‘mwwwwww m/z 43.0 86.19%

m/z--> 0 50 100150200 250300 350400 450500550600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

o

-

5000

L — —
21.00 21.50
m/z 55.00 79.38%

|1 %FIOA 25\2'0 369.0 648.1

’HJH‘HH‘\\Hf‘\‘\H‘H‘H‘H\\‘\H\’HH‘\H\‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100150200 250300 350400 450500550 600 650
Abundance #347387: Pentadecafluorooctanoic acid, pentadecyl estel

o

.

57.0
s —T
21.00 21.50
5000 ITI/Z 82.95 67.74%
0 210.0
0 J‘ [11£80 “ o810 4150 606.0
e e e e e e e e
m/z--> 0 50 100150200 250300 350400 450500550 600 650
Abundance #181796: 1,2-Octadecanediol — R
57.0 21.00 21.50
m/z 68.95 64.76%
5000
Ulle, o
O s et P e B T
m/z--> 0 50 100150200 250 300 350400 450500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@72823\
Data File : BM@41171.D

Acqg On : 28 Jul 2023 18:27
Operator : MA/JU

Sample : 03632-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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|
Cyclopentane, 1... 3.452 2.6 ng 133681 1 7.804 1022330 20.0
Cyclopentane, 1... 3.634 3.6 ng 183577 1  7.804 1022330 20.0
Cyclopentane, 1... 3.716 3.4 ng 171118 1 7.804 1022330 20.0
Heptane, 2-methyl-  3.863 3.5 ng 177275 1  7.804 1022330 20.0
Hexane, 2,4-dim... 3.963 4.6 ng 234328 1 7.804 1022330 20.0
Cyclohexane, 1,... 4.140 4.4 ng 223804 1 7.804 1022330 20.0
Cycloheptane, m... 4.275 3.0 ng 151010 1 7.804 1022330 20.0
Cyclohexane, 1,... 4.428 4.4 ng 222657 1 7.804 1022330 20.0
Heptane, 2,6-di... 4.710 2.8 ng 141360 1 7.804 1022330 20.0
Cyclohexane, et... 4.916 2.9 ng 146317 1 7.804 1022330 20.0
Cyclohexane, 1,... 4.975 3.8 ng 192822 1 7.804 1022330 20.0
Cyclohexane, 1,... 5.216 2.2 ng 111158 1  7.804 1022330 20.0
Ethanol, 2-(2-e... 7.422 2.3 ng 114946 1 7.804 1022330 20.0
2,4,7,9-Tetrame... 13.363 11.7 ng 954127 3 14.469 1628420 20.0
n-Hexadecanoic ... 18.127 4.4 ng 405999 4 17.227 1863080 20.0
9-Octadecenoic . 19.074 2.0 ng 190407 4 17.227 1863080 20.0
Pentadecafluoro... 21.139 4.4 ng 488348 5 21.427 2227880 20.0
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