LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35156.D

Acqg On : 19 May 2022 17:01

Operator : CG/JU

Sample : N2865-12 :
Misc : P019-SS001-1824-01

ALS vial : 7 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-BM042722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35156.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.622 87 91 103 rVB 130230 182215 3.05% 0.469%
2 5.481 400 407 421 rBV 2409152 3424124 57.29% 8.821%
3 7.075 670 678 694 rBV 2281543 3553825 59.46% 9.155%
4 7.904 813 819 827 rBV 546105 849709 14.22%  2.189%
5 9.063 1008 1016 1031 rBV 1389091 2281456 38.17% 5.877%
6 10.704 1288 1295 1307 rBV 666478 1133202 18.96% 2.919%
7 13.169 1707 1714 1724 rBV 3218500 4514322 75.53% 11.630%
8 13.745 1807 1812 1822 rBV 104975 146968 2.46% 0.379%
9 13.874 1829 1834 1842 rBV4 36480 64221 1.07% 0.165%
10 13.998 1850 1855 1864 rVB 64094 92936 1.55% ©.239%
11 14.169 1875 1884 1897 rBV 100599 172123 2.88% 0.443%
12 14.539 1940 1947 1955 rBV 1053000 1543254 25.82% 3.976%
13 14.651 1962 1966 1973 rVB5 34091 64054 1.07% 0.165%
14 14.963 2012 2019 2027 rVW2 39634 74248 1.24% 0.191%
15 16.027 2194 2200 2208 rBV 2616721 3585691 59.99% 9.237%
16 16.539 2282 2287 2293 rBV2 43851 65755 1.10% 0.169%
17 17.286 2408 2414 2419 rBV 1100427 1563254 26.16% 4.027%
18 17.327 2419 2421 2428 rVB 53840 68713 1.15% 0.177%
19 17.680 2475 2481 2492 rVB3 87521 140097 2.34% 0.361%
20 17.968 2525 2530 2535 rBV 161125 196779 3.29% 0.507%

21 18.192 2562 2568 2576 rBV 632081 903283 15.
22 18.257 2576 2579 2584 rVB 68881 97052 1
23 19.051 2709 2714 2722 rBV 302061 422788 7.07%
24 19.139 2725 2729 2733 rVB 122023 139642 2
25 19.274 2748 2752 2756 rBV 198957 217118 3
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26 19.345 2756 2764 2766 rVV2 210424 370882  6.21%
27 19.368 2766 2768 2779 rVV 268838 360980 6.04%
28 19.468 2780 2785 2797 rVV 416021 618775 10.35%
29 19.598 2803 2807 2816 rBV8 69863 153802 2.57%
30 19.704 2822 2825 2830 rBV 80756 103784 1.74%
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31 19.827 2842 2846 2852 rBV3 83529 123537 2.07%
32 19.909 2855 2860 2869 rVB 4797830 5976681 100.00% 15.
33 20.198 2906 2909 2913 rVB5 53493 60093 1.01%
34 20.409 2942 2945 2950 rBV 91131 126017 2.11%
35 21.186 3073 3077 3085 rBV 532521 626059 10.48%
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36 21.392 3108 3112 3119 rBV 909108 970736 16.24% 2.501%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35156.D

Acqg On : 19 May 2022 17:01

Operator : CG/JU

Sample : N2865-12 :
Misc : P019-SS001-1824-01

ALS vial : 7 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-BM042722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.468 3120 3125 3130 rBV 1446044 1874275 31.36% 4.828%
38 23.856 3525 3531 3543 rVB2 937779 1955240 32.71% 5.037%

Sum of corrected areas: 38817690
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 19 May 2022 17:01
: CG/IU
: N2865-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
BM@35156.D

P019-SS001-1824-01

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

4000000

3000000

2000000

1000000

TIC: BM035156.D\data.ms

5.481 7.075

9.063

7.904 10.704

| e

0 \\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM035156.D\data.ms
19.909
4000000
13.169
3000000
16.027
2000000
14.539 17.286
1000000
o 131 640369 14 6514.963 || 16539
L e s e T A e e e e TR o e e e B B B e e e e e
Time--> 12.00 12,50 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
Abundance TIC: BM035156.D\data.ms
4000000
3000000
2000000
1000000
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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@51922\
Data File : BM@35156.D

Acqg On : 19 May 2022 17:01

Operator : CG/JU

Sample : N2865-12 :
Misc : P019-SS001-1824-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Propylene Glycol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.622 4.29 ng 182215 1,4-Dichlorobenzene-d4 7.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
5 2-Heptanol, (S)- 116 C7H160 006033-23-4 9

Abundance  Scan 91 (3.622 min): BM035156.D\data.ms (-87) (-) m/z 45.05 100.00%

45.0
5000 Jk
REmaammmEs ey
3.20 3.40 3.60 3.80 4.00
e 838 1468 1911 2210 /7 43.00  20.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1083: Propylene Glycol
45.0
5000 N L B R R
3.20 3.40 3.60 3.80 4.00
m/z 61.00 6.09%
\\]\-\9“-9\“\\"“1‘\\\“\\\\-‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #342: Isopropyl Alcoho
45.0
R
3.20 3.40 3.60 3.80 4.00
5000 ITI/Z 44.05 5.30%
19.
Hu“m‘u‘,“‘:Hw_mWH,mww_HWH‘WWHW VWV“VWJ\WWM
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1091: R-(-)-1,2-propanediol R RAREARARE
45.0 3.20 3.40 3.60 3.80 4.00
m/z 42.00 3.46%
B V\ijkom
19.0‘ ‘
Y B L SN SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 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@51922\
Data File : BM@35156.D

Acqg On : 19 May 2022 17:01
Operator : CG/JU

Sample : N2865-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

P019-SS001-1824-01

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 (1S,4S,4aS)-1-Isopropyl-4,7... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.169 2.23 ng 172123  Acenaphthene-di10 14.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S,4S,4aS)-1-Isopropyl-4,7-dime... 204 C15H24 267665-20-3 98
2 cis-muurola-3,5-diene 204 C15H24 1000365-95-4 91
3 isoledene 204 C15H24 095910-36-4 83
4 .alpha.-Cubebene 204 C15H24 017699-14-8 80
5 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 76

Abundance Scan 1884 (14.169 min): BM035156.D\data.ms (-1875) (-  m/z 161.10 100.00%
1.1

105.1

5000
204.1

|

41.0 81.0

‘ ‘ 133.0 14.00
‘H“MHMNMMMMMHH“ m/z 105.05

14 50
82.65%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80361: (1S,4S,4aS)-1-Isopropyl-4,7-dimethyl-1,2,3,4,4a
161.0
105.0

5000
14 00 l4 50
81.0 204.0 m/z 119.18  52.56%
41.0 ‘ ‘ 133.0
‘HH“H\‘“‘\"\\‘HH“\M‘H\“W"HH’HH‘HH“\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80214: cis-muurola-3,5-diene
161.0
105.0 " I | WA
14.00 14. 50

204.0
43.0 H 133.0 ‘
o W
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #80095: isoledene
105.0 161.0 1400 1450
m/z 204.10 28.13%
5000 41.0
81.0 133.0 204.0
: —A4 : ‘(A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35156.D

Acqg On : 19 May 2022 17:01

Operator : CG/JU

Sample : N2865-12 :
Misc : P019-SS001-1824-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Hexadecanoic acid, methyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.968 2.52 ng 196779  Phenanthrene-di10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 78
Abundance Scan 2530 (17.968 min): BM035156.D\data.ms (-2525) (- m/z 74.00 100.00%
74.0
5000
143.1 e
227.2 18.00
185.1 270.1 :
38 ‘“‘M Mu‘ﬂh W) ““ D A 2T 8550 s g7.e8  73.04%
m/z--> 50 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0 Mﬂ¥
5000 T T
18.00
143.0 m/z 43.05 41.64%
‘H \“ ‘\‘ ‘h‘ \‘ ‘ ‘ 185.0 22‘70 270.0
\\\‘\\\\“\‘\\\‘\\‘\‘\“\\\‘\‘\1\\|\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
T
18.00
5000 m/z 41.05 35.80%
29.
L, M0 umsomrozma
miz--> 50 100 150 200 250 300 350
Abundance #109337: Tridecanoic acid, methyl ester =
74.0 18.00
m/z 55.05 34.34%
) J
143.0
185.0
0 ) P -2 NN S
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35156.D

Acqg On : 19 May 2022 17:01

Operator : CG/JU

Sample : N2865-12 :
Misc : P019-SS001-1824-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.192 11.56 ng 903283  Phenanthrene-d1e 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2568 (18 192 min): BM035156.D\data.ms (-2562) (- m/z 73.10 100.00%

5000 129.0 “L
213'2 T ‘ T T ‘ T
‘ ﬂl‘l ‘ 256.1 18.00 18.50
‘ ‘3‘5 ‘ “H A Al L35, 43.65  98.96%
m/z--> 150 200 250 300 350
Abundance #143510 n-Hexadecanoic acid
5000 129.0 T ‘ T T ‘ T
18.00 18.50
171.0 213.0 256.0 m/z 60.00 87.78%
S ‘M‘ m\h”w \u‘\ ul \ “ “ “‘ | “‘\‘ . "\‘ T
miz-> 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 129.0 m/z 41.05 84.65%
29.0 171.0
‘ 214.0
. ““ “‘H‘\ I, dm“\ ‘\‘\H‘\} “ ‘h“ ‘\ “‘ ‘ “\‘ N o e o
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid = -
73.0 18.00 18.50
m/z 55.05 72.18%
5000 129.0
29.0
‘ 199.0 2420
L H w\h” ‘\H H\ ‘ ‘ ‘ ‘ ‘\ ‘ T T

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@51922\
Data File : BM@35156.D

Acqg On : 19 May 2022 17:01

Operator : CG/JU

Sample : N2865-12 :
Misc P019-SS001-1824-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.051 5.41 ng 422788  Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 95
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 94
4 Bromoacetic acid, pentadecyl ester 348 C17H33Bro02 131143-01-6 94
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 94

Abundance Scan 2714 (19.051 min): BM035156.D\data.ms (-2709) (-  m/z 55.05 100.00%

55.0
97.0
5000
aaES
39.0 224.2 ’
_— ‘ MH“ L35 18202242 2951 341 ./, 43.10  97.50%
miz--> 50 100 150 200 250 300
Abundance #179255: n-Nonadecanol-1
43.0 83.0
5000 ——
19.00
}{25_0 m/z 41.05 83.67%
T \h\“ ‘i“‘ \“\‘\ \‘H“ ‘1“ \“‘L\ ‘“ ‘:“L\6§.\0‘\“ f \2\3§.‘0\‘\ L
mfz--> 50 100 150 200 250 300
Abundance #143654: n-Heptadecanol-1
55.0
97.0 S——— ‘
19.00
5000 ITI/Z 83.05 82.49%
39.0
wol LU0 200
m/z--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)- I ‘
57.0 19.00
m/z 57.10 80.75%
97.0
5000
L i 1390 1820 2240 2800 .
mlz--> 50 100 150 200 250 300 19.00

8270-BM042722.M Fri May 20 16:25:59 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35156.D

Acqg On : 19 May 2022 17:01

Operator : CG/JU

Sample : N2865-12 :
Misc : P019-SS001-1824-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Methyl stearate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.274 2.78 ng 217118 Phenanthrene-die 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 94
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90

Abundance Scan 2752 (19.274 min): BM035156.D\data.ms (-2748) (- m/z 74.05 100.00%
.0

74
5000
143.0 . S
‘ ‘ ‘ 199.2 255.2 208.1 19.00 19.50
ol 350 L L2 856 ey 00 76.10%
mlz--> 50 100 150 200 250 300 350
Abundance #197275: Methyl stearate
74.0
5000 —— SARE
19.00 19.50
143.0 m/z 43.05 45.68%
| h\ iy, | 1990 25502980
Il ]y L . . |
L ‘ T ‘ T T ‘ L ’ LI ‘ L ‘ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance #197350: Heptadecanoic acid, 15-methyl-, methyl ester
74.0
—r —
19.00 19.50
5000 208.0 m/z 41.05 33.80%
143.0
29.# ‘ 199.0 255.0
IO 01 T P N
miz--> 50 100 150 200 250 300 350
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester e ——
74.0 19.00 19.50
m/z 55.05 33.03%
5000
143.0 255.0
‘ ‘ 199.0 298.0
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@51922\
Data File : BM@35156.D

Acqg On : 19 May 2022 17:01

Operator : CG/JU

Sample : N2865-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

P019-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.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 8 Bis(2-ethylhexyl) maleate

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.368  4.62ng 360980  Phenanthrene-dio 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) maleate 340 CooH3608 000142-16-5 90

2 Bis(2-ethylhexyl) methylenesucci... 354 C21H3804
3 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803
4 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204
5 Octane, 3,5-dimethyl- 142 C10H22

Abundance Scan 2768 (19.368 min): BM035156.D\data.ms (-2766) (-
57.1

117.0

5000

‘N’ ” 21?'1 281.0 356.1 533.

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #248542: Bis(2-ethylhexyl) maleate
57.0 117.0
5000
“lWIW"J“WWWW2lz‘9.0297.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #263811: Bis(2-ethylhexyl) methylenesuccinate
57.0
5000

31.0

M 1. 243.0 3250

L L B B R
[ T I T | T I T T !

100 150 200 250 300 350 400 450 500

m/z--> 0 50

002287-83-4 38
1000357-85-7 35
1000309-38-4 27
015869-93-9 27

m/z 57.10 100.00%

=

—
19.50
73.99%

|
19.00
m/z 117.00

—

B
19.50
67.43%

,
19.00
m/z 71.10

=

—
19.50
52.00%

|
19.00
m/z 70.10

-

Abundance #128353: Carbonic acid, neopentyl 2-ethylhexyl ester P —
71.0 19.00 19.50
m/z 100.00 46.02%
5000 J\JW
L e N A WY
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35156.D

Acqg On : 19 May 2022 17:01

Operator : CG/JU

Sample : N2865-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042722.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 9 Octadecanoic acid

Concentration Rank 3

P019-SS001-1824-01

R.T. EstConc Area Relative to ISTD R.T.
19.468 6.60 ng 618775 Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2785 (19.468 min): BM035156.D\data.ms (-2780) (-

5000 129.0
185.1 241.2
‘ \
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0
185.0
)
"X "x”
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid
73.0
5000
129.0
228.0
Pl ol aslo |
“‘ “‘“‘ [ \\H ‘” ML al ‘ \178 Q

m/z--> 50 100 150 200 250 300 350 400
Abundance #126203: Pentadecanoic acid
73.0
5000 129.0

242.0

W L) Vi

m/z 43.10 100.00%

-

19.50

m/z 73.00 91.30%

-

19.50

m/z 55.10  75.33%

:

19.50

m/z 41.10 75.08%

=

19.50

m/z 57.10  75.06%

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35156.D

Acqg On : 19 May 2022 17:01
Operator : CG/JU

Sample : N2865-12

Misc

ALS vial : 7 Sample Multiplier: 1

P019-SS001-1824-01

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 10 1-Heneicosanol

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.186 6.68 ng 626059  Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94

Abundance Scan 3077 (21.186 min): BM035156.D\data.ms (-3073) (-
43.1

97.1

5000

1l ‘. h M o 120 ? 280.3  369.0 431.1489.1

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano

5000 111.0

|| u‘\ 1670 266.0

‘\\‘\ ‘\\\\‘\\\\‘\‘\\\‘r\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179255: n-Nonadecanol-1

43.0
97.0

5000

“154 0 2380

I‘IM {u Lo,
BRSNS BRSNS SRR AR RNRRY

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #245846: Trifluoroacetoxy hexadecane
57.0

5000 111.0

w‘ “ L ‘\ 196.0 269.0

m/z 43.10 100.00%

%

21.00 21.50
m/z 57.10  93.65%

é

21.00 21.50
m/z 55.10 91.42%

-

21.00 21.50
m/z 83.10 82.70%

B

21.00 21.50
m/z 69.05 73.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35156.D

Acqg On : 19 May 2022 17:01

Operator : CG/JU

Sample : N2865-12 :
Misc : P019-SS001-1824-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 3.622 4.3 ng 182215 1 7.904 849709 20.0
(1s,4S,4aS)-1-I... 14.169 2.2 ng 172123 3 14.539 1543250 20.0
Hexadecanoic ac... 17.968 2.5 ng 196779 4 17.286 1563250 20.0
n-Hexadecanoic ... 18.192 11.6 ng 903283 4 17.286 1563250 20.0
n-Nonadecanol-1 19.051 5.4 ng 422788 4 17.286 1563250 20.0
Methyl stearate 19.274 2.8 ng 217118 4 17.286 1563250 20.0
Bis(2-ethylhexy... 19.368 4.6 ng 360980 4 17.286 1563250 20.0
Octadecanoic acid 19.468 6.6 ng 618775 5 21.468 1874280 20.0
1-Heneicosanol 21.186 6.7 ng 626059 5 21.468 1874280 20.0
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