LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82224\
Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10 :

Misc : S-928-KI-SO-0.5-1-081924

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47317.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.257 59 63 74 rBV 227983 325526 4.08% 0.578%
2 4.563 279 285 294 rBV 199708 286553 3.59% 0.509%
3 5.010 355 361 376 rBV 2992178 4289971 53.71% 7.623%
4 6.569 619 626 638 rBV 2873050 4568029 57.19% 8.117%
5 6.987 693 697 710 rBV 62883 124010 1.55% 0.220%

6 7.351 751 759 770 rBV 941877 1432646 17.94%
7 7.651 803 810 817 rBV 308615 460135 5.76%
8 8.498 941 954 967 rBV 1863527 3077253 38.52%
9 9.086 1049 1054 1064 rBV2 47138 88967 1.11%
10 10.104 1220 1227 1240 rBV 1187781 1945559 24.36%
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11 10.875 1350 1358 1372 rBV 132774 337333 4.22%
12 12.616 1647 1654 1673 rBV 3809687 5866616 73.44% 10.424%
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13 14.010 1884 1891 1902 rBV 1722315 2688730 33.66% 4.778%
14 14.268 1926 1935 1941 rBv4 175972 366517 4.59% ©0.651%
15 15.521 2142 2148 2160 rBV 3593863 5269039 65.96% 9.362%
16 15.604 2160 2162 2175 rVB6 52077 106566 1.33% ©.189%
17 15.762 2184 2189 2194 rBV 67523 92295 1.16% ©.164%
18 16.345 2283 2288 2293 rBv4 47891 85922 1.08% ©.153%
19 16.774 2348 2361 2372 rBV 2266134 3471107 43.45% 6.168%
20 16.986 2391 2397 2405 rBV6 110378 265384  3.32% 0.472%
21 17.486 2478 2482 2485 rBV2 64959 88953 1.11% ©.158%
22 17.539 2486 2491 2509 rVB3 147987 418387 5.24% 0.743%
23 17.674 2509 2514 2517 rBV 397371 557574 6.98%  0.991%
24 17.709 2517 2520 2528 rVB 448334 607044 7.60% 1.079%
25 17.821 2535 2539 2548 rVB3 84402 139217 1.74%  ©.247%
26 18.639 2674 2678 2683 rBvV4 50485 91182 1.14% 0.162%
27 18.856 2711 2715 2719 rBV2 66038 103303 1.29% ©.184%
28 19.015 2737 2742 2753 rBV2 160552 284004  3.56% ©.505%
29 19.268 2781 2785 2798 rVB 272260 477858 5.98% 0.849%
30 19.374 2799 2803 2806 rBvV2 53088 81225 1.02% 0.144%

31 19.445 2806 2815 2825 rVB 6426173 7987863 100.00% 14.193%
32 19.592 2836 2840 2846 rVB 110194 129497 1.62%
33 19.892 2887 2891 2900 rVB5 60251 100666  1.26%
34 20.750 3033 3037 3051 rBV 827411 1463013 18.32%
35 21.015 3077 3082 3088 rBV 2696126 3487603 43.66%
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36 21.768 3205 3210 3221 rVB2 691921 1458429 18.26% 2.591%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82224\
Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10 :

Misc : S-928-KI-SO-0.5-1-081924

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.974 3412 3415 3421 rVB 169005 262033  3.28% 0.466%
38 23.709 3532 3540 3555 rVB 1461477 3392457 42.47% 6.028%

Sum of corrected areas: 56278466
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Aug 2024 15:10
: RC/JU
: P3671-10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82224\
BM047317.D

S-928-KI-SO-0.5-1-081924

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

6000000

5000000

3000000

Time-->

2000000 8.498

1000000 7.351

TIC: BM047317.D\data.ms

4000000 12.61¢

5.010 6.569

10.104

7.651
3.257 4.563 6.987 i 9.086 10.875

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ﬁwﬁwww‘\\\\‘\\\\‘A\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\

3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

6000000

5000000

4000000

3000000

1000000

2000000 14.010

TIC: BM047317.D\data.ms
19.445

15.521
21.015

16.774

20.750 21.768

99.892

14.268 15160462 16.345

Time-->

O\‘HH‘\H\‘\H\‘HH‘HH‘\TH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH L e L A e B

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

6000000

5000000

4000000

3000000

1000000

TIC: BM047317.D\data.ms

2000000 23.709

22.974
-

Time-->

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

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_M\Data\BM@82224\
Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10

Misc

ALS vial : 11 Sample Multiplier: 1

S-928-KI-SO-0.5-1-081924

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
: 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 Propylene Glycol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.257 4.54 ng 325526  1,4-Dichlorobenzene-d4 7.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
3 Isopropyl Alcohol 60 C3H80 000067-63-0 50
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 32
Abundance  Scan 63 (3.257 min): BM047317.D\data.ms (-59) (-) m/z 45.10 100.00%
45.1
5000 jt
O EEa e e BREEE
3.00 3.20 3.40 3.60
ob—ul 47501052 147.1176.9207.0 2810 ' y/; 43,05 18.72%
miz--> 50 100 150 200 250
Abundance #1083: Propylene Glycol
45.0
5000 LI AL L LA L B
3.00 3.20 3.40 3.60
m/z 61.00 6.26%
0189 | 760
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
e EARRAREEE T
3.00 3.20 3.40 3.60
5000 m/z 44.05 5.53%
o150y | 750
e — — —
miz--> 50 100 150 200 250
Abundance #342: Isopropyl Alcohol R RAREE R
45.0 3.00 3.20 3.40 3.60
m/z 42.00 2.99%
5000
15.0‘ ‘
o“““““““‘u e S
m/z--> 50 100 150 200 250 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82224\
Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10 :

Misc S-928-KI-SO-0.5-1-081924

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.563 4.00 ng 286553 1,4-Dichlorobenzene-d4 7.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 50
3 Hexanamide 115 C6H13NO 000628-02-4 16
4 Silane, dimethyl- 60 C2H8Si 001111-74-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 285 (4.563 min): BM047317.D\data.ms (-279) (-) m/z 43.10 100.00%

3.1
5000
101.1

‘ 4.20 4.40 4.60 4.80
HiA

135.1 191.0221.0 281.

Obrrrprrr b 232219102210 281 /7 59.10  59.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R N BB BN B

4.20 4.40 4.60 4.80
m/z 101.10 23.53%

101.0
O\H‘\“f”\\“”}\\w 7\\.\9\\\\“\\\\‘H\\‘H\\‘\H\’\H\’\\H‘HH‘H\\‘H\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R ERR SRR
4.20 4.40 4.60 4.80
5000 ITI/Z 58.05 14.99%
29.0 101.0
N E
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8814: Hexanamide E AANBARRNENEES
59.0 4.20 4.40 4.60 4.80
m/z 41.10 9.37%
5000
27.0
m/z--> 20 40 60 80 100120140160180200220240260280 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@82224\
Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10 :

Misc : S-928-KI-SO-0.5-1-081924

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Eucalyptol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.651 6.42 ng 460135 1,4-Dichlorobenzene-d4 7.351

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 72
3 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 35
4 1-Methylbicyclo[2.2.1]heptan-exo... 126 C8H140 000766-25-6 25
5 5-Hepten-2-one, 6-methyl- 126 C8H140 000110-93-0 16

Abundance Scan 810 (7.651 min): BM047317.D\data.ms (-803) (-) m/z 43.10 100.00%

43.1
81.1
5000 1111
154 1
TR
7.40 7.60 7.80 8.00
oy w“‘w‘ g M ‘u el 281U hy7 81.10 65.60%
m/z--> 150 200 250
Abundance #30918. Eucalyptol
43.0
81.0
5000 LB L B R R R R
154.0 7.40 7.60 7.80 8.00
m/z 71.85 47.28%
ok ‘H‘ ‘\M\H Hum‘w”‘ Hr\ ‘H\‘M r—————
m/z--> 150 200 250
Abundance #135218. Tnﬂuoroacetyl—.alpha.—terpineol
43.0
TP T T
7.40 7.60 7.80 8.00
5000 154.0 m/z 111.10 46.48%
L M l M\ \M Vo
miz--> 150 200 250
Abundance #12762: 2—Acetylcyc|opentanone r /‘\‘ R RN R ns EEAs
43.0 7.40 7.60 7.80 8.00
2110 m/z 108.05  45.26%
5000
olmj&“ L SR | N ——
m/z--> 50 100 150 200 250 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82224\

Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10 :

Misc S-928-KI-SO-0.5-1-081924

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
: 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 1-Phenoxypropan-2-ol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.874 3.47 ng 337333  Naphthalene-d8 10.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 68
3 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
4 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 59
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 58

Abundance Scan 1358 (10.875 min): BM047317.D\data.ms (-1350) (- | m/z 94.10 100.00%
94.1
5000 j\\\“
152.1 ~— e
65-1“ | 10.50 11.00
ol 380 L b Ll L 2080 2804 np 7705  26.11%
miz-> 50 100 150 200 250
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 = —r
10.50 11.00
152.0 m/z 152.05 19.91%
45.0 ‘
01\5.\() \‘ ‘\“‘ i‘ ‘\‘“\ “\ \“‘ “\ ‘\ T T “ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #30135: 1-Propanol, 3-phenoxy-
94.0
— ey
10.50 11.00
5000 m/z 108.10 14.01%
152.0
31.0 65.0
ol bl L
miz--> 50 100 150 200 250
Abundance #30136: 1-Propanol, 2-phenoxy-
94.0 10.50 11.00
m/z 78.05 13.69%
5000
152.0
31.0 650‘ |
ool b b ) —
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82224\
Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10 :
Misc : S-928-KI-SO-0.5-1-081924

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

14.268 2.73 ng 366517  Acenaphthene-d10 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 91
2 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 90
3 .gamma.-Muurolene 204 C15H24 030021-74-0 62
4 (S,1z2,6Z)-8-Isopropyl-1-methyl-5... 204 C15H24 317819-80-0 47
5 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 45
Abundance Scan 1935 (14.268 min): BM047317.D\data.ms (-1926) (- | m/z 43.05 100.00%

3.0
161.1
5000 97.1

— —

BRI M| e
A —h 2810 'm/z 161.05  65.96%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #80521: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-met
161.0

I

5000 e

14.00 14.50
105.0 204.0 m/z 57.10 55.70%
410 470 133.0
“ HH L.

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80351: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime

o

.

161.0
105.0 T o
410 14.00 14.50
5000 770 ITI/Z 41.05 48.307%
133.0
204.0
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80185: .gamma.-Muurolene —T —T
161.0 14.00 14.50
. m/z 97.10 47 .58%
41.0 105.0 /
5000
7o 133.0 204.0
0 JHH“‘m‘u‘u‘hu‘uu“m_m‘u
m/z--> 20 40 60 80 100120 140 160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82224\
Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

S-928-KI-SO-0.5-1-081924

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
: 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 6

(3s,3aS,6R,7R,9aS)-1,1,7-Tr. ..

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.539 2.41 ng 418387  Phenanthrene-d10 16.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3S,3aS,6R,7R,9aS)-1,1,7-Trimeth... 238 C15H2602 002649-64-1 96
2 1(3H)-Isobenzofuranone, 6-hydraz... 164 C8H8N202 1000362-60-8 38
3 2-Cyclopenten-1-one, 3-methyl-2-... 164 C11H160 000488-10-8 35
4 6-Methyl-7,8-dihydro-2(1H)-pteri... 164 C7H8N40 089852-89-1 35
5 2,3,5,6-Tetramethyl-para-phenyle... 164 C10H16N2 003102-87-2 30

Abundance Scan 2491 (17.539 min): BM047317.D\data.ms (-2486) (-

m/z 164.10 100.00%

%

s ; f
17.50

m/z 105.05 51.29%

=

T \
17.50

m/z 41.10 46.22%

=

17.50

m/z 93.10 44.95%

=

1 \
17.50

m/z 107.05 41.66%

=

164.1
so00/ 411 1031
‘ 220.1
0 Al ase0 3
miz--> 50 100 150 200 250 300 350
Abundance #121147: (3S,3aS,6R,7R,9aS)-1,1,7-Trimethyldecahydro
164.0
41.0
5000 107.0 220.0
0 ‘\“L“\\“\“\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #40259: 1(3H)-Isobenzofuranone, 6-hydrazino-
164.0
5000
63.0
106.0 ‘
0 O O
m/z--> 50 100 150 200 250 300 350
Abundance #39722: 2-Cyclopenten-1-one, 3-methyl-2-(2-pentenyl)-,
164.0
110.0
50001 55.0
m/z--> 50 100 150 200 250 300 350

T
17.50

8270-BM081024.M Fri Aug 23 06:57:49 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82224\
Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10 :

Misc : S-928-KI-SO-0.5-1-081924

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Ethyl 2-(bromomethyl)acrylate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.674 3.21 ng 557574  Phenanthrene-d10 16.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl 2-(bromomethyl)acrylate 192 C6H9Bro2 017435-72-2 91
2 5,9-Undecadien-2-one, 6,10-dimet... 194 C13H220 000689-67-8 30
3 5,9-Undecadien-2-one, 6,10-dimet... 194 C13H220 003879-26-3 27
4 Widdrol hydroxyether 238 C15H2602 029620-91-5 22
5 7-Oxabicyclo[4.1.0]heptane, 1-me... 152 C1@H160 001195-92-2 14

Abundance Scan 2514 (17.674 min): BM047317.D\data.ms (-2509) ({ | m/z 43.10 100.00%

43.1
5000
8L1 1371

[
172, 17.50 18.00

- J “‘HM\W‘ 2021 385 /7 81.10 39.02%

i
miz--> 50 100 150 200 250 300 350
Abundance #67130: Ethyl 2-(bromomethyl)acrylate
29.0 85.0 166.0

5000 S s
121.0 17.50 18.00

m/z 71.10  35.79%

ol
m/z--> 50 100 150 200 250 300 350
Abundance #69272: 5,9-Undecadien-2-one, 6,10-dimethyl-
43.0

T
17.50 18.00

5000 m/z 137.05 35.03%
930 136.0
Lo bk Ll ], 2940
ol bl Ll
m/z--> 50 lOO 150 200 250 300 350
Abundance  #69282: 5,9-Undecadien-2-one, 6,10-dimethyl-, (2)- = e
43.0 17.50 18.00

m/z 93.10  28.14%

5000
136.0
93.0
0 L H\ hH \M u\ H \\‘ ) ‘\ | \19\40 4

m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82224\
Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10 :

Misc S-928-KI-SO-0.5-1-081924

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.709 3.50 ng 607044  Phenanthrene-di10 16.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 2520 (17 709 min): BM047317.D\data.ms (-2517) (- | m/z 73.10 100.00%
5000
129.1
213.2 —— e
H‘ ‘ 171.1 ‘ 256.1 17.50 18.00
ob— L L 18021 855 6pes  78.60%
mfz--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 e —
129.0 17.50 18.00
213.0 m/z 57.05 61.42%
‘ 1710 ‘
O T \“ HM‘\H\ \““\ \‘ T \H‘ \‘\“\ T “\ LI ‘ T T T ‘ T
miz--> 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
17.50 18.00
5000 m/z 43.10 60.91%
129.0
29. 185.0 228.0
oL ““ \“\ Al M {M‘\‘H} ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid T ——
73.0 17.50 18.00
m/z 55.10 58.44%
5000
29.
129.0
‘ 171.0 2140
oLl mﬂh\m e 4 NS
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82224\
Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10 :

Misc : S-928-KI-SO-0.5-1-081924

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.268 2.74 ng 477858  Chrysene-di12 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 97
2 3,4'-Isopropylidenediphenol 228 C15H1602 046765-25-7 78
3 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 72
4 Stannane, chlorotriethyl- 242 C6H15C1Sn 000994-31-0 59
5 Diphenolic acid 286 C17H1804 000126-00-1 56

Abundance Scan 2785 (19.268 min): BM047317.D\data.ms (-2781) (- | m/z 213.05 100.00%

218.1
5000

119.1
‘ 19 00 19 50

65.0 165.1
ob "uMw‘ui‘uﬂ‘u‘“»u“ﬁ“u“‘%s%P““ﬁ??- m/z 119.05 19.08%

miz--> 50 100 150 200 250 300 350
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
213.0

5000
19 00 19 50
119.0 m/z 214.10 16.29%
65.0 165.0
0\\\\‘\‘\‘\\“‘}\‘\“\‘\\\‘\\‘\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #109402: 3,4'-Isopropylidenediphenol
213.0
—— ‘ ;
19.00 19.50
m/z 228. 15.94%
5000 119.0 /
165.0
oL27 Q\w\‘\ ‘\‘\mm B e —
m/z--> 50 100 150 200 250 300 350
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol ——
213.0 19.00 19 50

m/z 91.10 11.43%

5000
119.0
5270 650 m 165.0 270.0

m/z--> 50 100 150 200 250 300 350 19 00 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82224\
Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10 :

Misc : S-928-KI-SO-0.5-1-081924

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 9-Eicosene, (E)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.750 8.39 ng 1463010 Chrysene-d12 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 95
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3037 (20.750 min): BM047317.D\data.ms (-3033) (- | m/z 57.10 100.00%

57.1
5000 111
—

i 1682 221.1 2803 356 9 20:59 2100
ob AL L2002 2211 2803 3861 4149 .., 83 95  92.20%
miz—-> 50 100 150 200 250 300 350 400
Abundance #173730: 9-Eicosene, (E)-
51.0
5000 — e
20.50 21.00

11.0
m/z 43.10  88.95%

0 ‘ ‘\H 141680 2230 2800
T ‘ T \ T T L T L T L
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol

57.0

20f50 21f00
5000 1110 m/z 55.10  85.49%
ok AL ‘h 0102220 27803230 3780 AJW
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #292190: Trichloroacetic acid, hexadecyl ester R o
43.0 20.50 21.00

m/z 69.05 83.69%

7.0
5000
0 J \“‘ ‘\H ‘h h \ 0 224 0 T [ —

m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82224\
Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10 :

Misc S-928-KI-SO-0.5-1-081924

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 n-Nonadecanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.768 8.36 ng 1458430  Chrysene-d12 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Cyclohexadecane 224 C16H32 000295-65-8 93
3 1-Nonadecene 266 C19H38 018435-45-5 93
4 n-Heptadecanol-1 256 C17H360 001454-85-9 93
5 1-Hexadecanol 242 C16H340 036653-82-4 91
Abundance Scan 3210 (21.768 min): BM047317.D\data.ms (-3205) (- | m/z 83.10 100.00%
83.1
5000 JL
2150  22.00
139.1 . .
208.0 7.4
ol AL ELE, 2080 26613221 397.4 475. ;0 97,16 92.45%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179253: n-Nonadecanol-1
83.0
5000 - o
21.50 22.00
- { m/z 69.10  89.79%
’ 139.0
0 \\J\“r‘l“\\‘\\H’I\L\ﬂ\‘i\’”\“\\\‘\2\3\§.‘()\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #104594: Cyclohexadecane
55.0
== —
21.50 22.00
5000 m/z 55.10 86.57%
111.0
ol {,ml,ﬁ?-o?zi‘”,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155961: 1-Nonadecene T —7
43.0 97.0 21.50 22.00
m/z 57.10 78.79%
o LU #0000 N L
m/z--> 0 50 100 150 200 250 300 350 400 450 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82224\
Data File : BM@47317.D

Acqg On : 22 Aug 2024 15:10

Operator : RC/JU

Sample : P3671-10 :

Misc : S-928-KI-SO-0.5-1-081924

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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|
Propylene Glycol 3.257 4.5 ng 325526 1  7.351 1432650 20.0
2-Pentanone, 4-... 4.563 4.0 ng 286553 1 7.351 1432650 20.0
Eucalyptol 7.651 6.4 ng 460135 1  7.351 1432650 20.0
1-Phenoxypropan... 10.874 3.5 ng 337333 2 10.104 1945560 20.0
Naphthalene, 1,... 14.268 2.7 ng 366517 3 14.010 2688730 20.0
(3S,3aS,6R,7R,9... 17.539 2.4 ng 418387 4 16.774 3471110 20.0
Ethyl 2-(bromom... 17.674 3.2 ng 557574 4 16.774 3471110 20.0
n-Hexadecanoic ... 17.709 3.5 ng 607044 4 16.774 3471110 20.0
Phenol, 4,4'-(1... 19.268 2.7 ng 477858 5 21.015 3487600 20.0
9-Eicosene, (E)- 20.750 8.4 ng 1463010 5 21.015 3487600 20.0
n-Nonadecanol-1 21.768 8.4 ng 1458430 5 21.015 3487600 20.0
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