LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM0@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 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-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29069.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.087 14 17 25 rVB 22028 26046  1.22% 0.309%
2 4,257 212 216 223 rBV 22831 28176 1.32% 0.335%
3 5.240 377 383 391 rBV 144367 203430 9.56% 2.416%
4 6.863 654 659 669 rBV 118827 188239 8.84%  2.235%
5 7.663 790 795 801 rBB 33352 48843 2.30% ©0.580%
6 8.839 989 995 1006 rBB 88825 142736 6.71%  1.695%
7 10.457 1264 1270 1277 rBV 39306 63823 3.00% ©.758%
8 12.945 1688 1693 1702 rBV 196887 287363 13.50%  3.413%
9 14.333 1918 1929 1936 rBV 58587 104875 4.93% 1.245%
10 15.292 2045 2092 2094 rBV2 107108 766931 36.04% 9.108%
11 15.839 2179 2185 2199 rVB 200218 306439 14.40%  3.639%
12 17.086 2392 2397 2402 rVB 68205 92308 4.34% 1.096%
13 17.598 2471 2484 2499 rVB3 20107 87190 4.10% 1.035%
14 18.004 2537 2553 2576 rVB 703044 1435796 67.46% 17.051%
15 18.521 2637 2641 2646 rVB2 17768 21846 1.03% 0.259%
16 19.062 2728 2733 2737 rBV 23353 34079 1.60% 405%
17 19.121 2738 2743 2745 rVV2 56098 84162  3.95% 999%

18 19.151 2745 2748 2757 rVV2 89110 223330 10.49%
19 19.286 2759 2771 2795 rVB 1108073 2128227 100.00% 25.
20 19.709 2838 2843 2847 rBV 466114 649145 30.50%

NunNnNe o
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21 20.127 2908 2914 2919 rBV2 41760 91976  4.32%
22 20.186 2919 2924 2933 rVB 89244 175399  8.24%
23 20.986 3053 3060 3068 rBV 146917 269495 12.66%
24 21.256 3102 3106 3111 rBV 85954 109510 5.15%

NER, WNBRE
N
[
[
B

25 21.662 3169 3175 3183 rBV 140353 240254 11.29% 853%

26 22.350 3286 3292 3300 rVB 112463 223764 10.51% 2.657%

27 23.121 3416 3423 3430 rBV 83140 172247 8.09% 2.046%

28 23.421 3469 3474 3481 rVB2 59306 109244 5.13% 1.297%

29 23.991 3565 3571 3580 rVB3 42753 105890 4.98% 1.257%
Sum of corrected areas: 8420763
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM029069.D\data.ms

1000000
800000
600000
400000

200000 5.210

6.863 8.839
.087 4.257 7.663 10.457
O h—— L A L L L I B
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Abundance TIC: BM029069.D\data.ms
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Abundance TIC: BM029069.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Propyl acetate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
3.087 10.67 ng 26046 1,4-Dichlorobenzene-d4 7.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Propyl acetate 102 C5H1002 000109-60-4 64
2 Isobutylamine 73 C4H11N 000078-81-9 4
3 1-Butanamine 73 C4H11N 000109-73-9 4
4 Hydrogen azide 43 HN3 007782-79-8 4
5 1,4-Butanediol, diacetate 174 C8H1404 000628-67-1 4
Abundance  Scan 17 (3.087 min): BM029069.D\data.ms (-14) (-) m/z 43.00 100.00%
3.0
5000
61.0 R Rt
73.0 3.20 3.40
Ol bbb m/z 61,00 21.49%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #4250: n-Propyl acetate
43.0
5000 L L B B B B
3.20 3.40
61.0 m/z 73.00 11.78%
27.0
‘ I ‘ 73.0
O H‘HH‘HH‘\\H‘\H\HH}M\H‘H\MH \‘\H\’HH‘\HMHH‘HH’HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #750: Isobutylamine
30.0
L[ P
3.20 3.40
5000 m/z 42.00 11.18%
o 180 1 410490560 730
P e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #746: 1-Butanamine 4 b . A
30.0 3.20 3.40
m/z 41.00 9.80%
5000
0 150 . 410 560 39 oy )
PP [T e e R e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Propanoic acid, propyl ester Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.257 11.54 ng 28176 1,4-Dichlorobenzene-d4 7.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
2 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 36
3 tert-Butyl isopropyl carbonate 160 C8H1603 030221-21-7 9
4 Azetidine 57 C3H7N 000503-29-7 7
5 S-(-)-2-Methylbutylamine 87 C5H13N 020626-52-2 5

Abundance Scan 216 (4.257 min): BM029069.D\data.ms (-212) (-) m/z 57.00 100.00%

57.0
5000
43.0 =0 S | S
‘ 4.00 4.20 4.40 4.60
0 H,mWm‘mMmmw_m_mm‘wH‘mwwm m/z 75.00  28.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8163: Propanoic acid, propyl ester
57.0
5000 L B I LA BN U
29.0 =0 4.00 4.20 4.40 4.60
43.0 m/z 42.95 23.27%
OH’H\\‘\H‘M‘\H\‘H‘H\‘\H\‘\H\‘\}H‘HH“HH‘\H\‘\H\‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13468: Propanoic acid, butyl ester
57.0
e RRARE R EEEE T
4.00 4.20 4.40 4.60
5000 m/z 41.00 17.80%
75.0
29.0
0,140 \‘ #30 ‘ 101.0
H,H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H,H‘W‘H‘“‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #31245: tert- Butyl isopropyl carbonate ek M = [\‘ P
57.0 4.00 4.20 4.40 4.60
m/z 42.00 11.55%
5000
41.0
0L.140 210 H |/ 700 910 105.0119.0 Ll
e e e e e e e e e e R RARE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Diethylene glycol dibenzoate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.292 146.26 ng 766931  Acenaphthene-die 14.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 83
2 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 72
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64
4 Cyclobutyl phenyl ketone 160 C11H120 005407-98-7 35
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 35

Abundance Scan 2092 (15.292 min): BM029069.D\data.ms (-2045) (-  m/z 105.00 100.00%

105.0
149.0
~ o
4Zq 179.0 15.00 15.50
O pire et el e e e M/Z 149,00 78.07%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #156210: Diethylene glycol dibenzoate
105.0 149.0
5000 —= SN
77.0 15.00 15.50
m/z 77.00 47 .54%
oL 270 | 179.0
\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #226200: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc
105.0 149.0
-7 C
15.00 15.50
5000 m/z 51.60  15.09%
77.0
ol50 0 1, | 179.0 209.0237.0 267.(
T e e e b e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy b —r—
105.0 15.00 15.50
m/z 106.00 8.59%
149.0
5000
77.0
0150 450 | | | 179.0 236.0 \ -
e —r e
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 10-Methylnonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.598 18.89 ng 87190  Phenanthrene-die 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2484 (17.598 min): BM029069.D\data.ms (-2471) -  m/z 57.05 100.00%

57.0
5000

9.1
| 2069 17.50 18.00
S WW‘M” WJ““““““““““,““ m/z 43.05 78.35%

miz--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57.0

o

5000 \ ‘
17.50 18.00
0.0 154.0 m/z 71.05 49.60%
O\\“‘\ ‘\“\Hh‘\‘“‘\“‘ \H\“\\“‘\\\\‘\\\\‘2§7\9\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
— -
17.50 18.00
5000 m/Z 85.05 42.29%
9.0
otsg | || [, | 1410183.0225.026703000 380
R B T A LA e
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane I T
57.0 17.50 18.00

m/z 41.00 32.92%

5000 A/\//\\
ol ‘ 1 \\ | 141.0183.0225.0267.0309.0 367.0

T
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@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.003 311.09 ng 1435800 Phenanthrene-di10 17.086
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 2553 (18.004 min): BM029069.D\data.ms (-2537) (-  m/z 43.05 100.00%

43.0 730
5000
129.1
213.2 I 1
‘ ‘ H ? 157.1185.1 ‘ 256.1 18.00
0 ku““”“! L w““HM:‘mwm“_M“wwwww‘_ m/z 73.00  86.06%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T I
18.00
167.01g5 02130  256.0 m/z 60.00 84.74%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72643: Tridecanoic acid
73.
43.0 0
L
18.00
5000 129.0 ITI/Z 41.05 84.35%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid = ‘
43.0 73.0 18.00
m/z 55.05 76.29%
5000 129.0
199.0
s ) e T
O%?RkwﬁwwJMNMHNHM‘WH_‘JMﬂ‘JHW‘HW‘HWH‘W‘ .
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl8.52 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.521 4.73 ng 21846  Phenanthrene-die 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid, 11-fluoro-, tri... 276 C14H29F02Si 026305-97-5 43
2 3-Hydroxymethyl-2-trimethylsilyl... 198 C9H2202Si 1000189-44-6 27
3 1-Cyclopentylethanol, trimethyls... 186 C10H220Si 959233-05-7 27
4 4,4-Dimethyl-2-pentanol, trimeth... 188 C10H240Si 1000364-14-6 27
5 Silane, trimethyl[(1-methylpenty... 174 C9H220Si 017888-63-0 27

Abundance Scan 2641 (18.521 min): BM029069.D\data.ms (-2637) (- m/z 73.00 100.00%

73.0 117.0 .
313..
5000 4110
T \
H ‘ 170.9 18.50
oLl d J‘u“‘“ Wl L 200 1wz 117.e0  es.14%
miz--> 50 100 150 200 250 300
Abundance #124157: Undecanoic acid, 11-fluoro-, trimethylsilyl ester
73.0
117.0
5000 T ﬁ‘ T T /\\ \A ‘
18.50
41.0 m/z 313.20 81.65%
‘1419.0
ol bl bl 1, 20002330 2760
m/z--> 50 100 150 200 250 300
Abundance  #53568: 3-Hydroxymethyl-2-trimethylsilyloxypentane
73.0 117.0
e ‘
18.50
5000 m/z 74.95 76.26%
410 m 175.0
olwdiliholp 40
m/z--> 50 100 150 200 250 300 \M
Abundance #49974: 1-Cyclopentylethanol, trimethylsilyl ether i ‘
3.0 117.0 18.50
' m/z 128.95 64.81%
5000
41.0 171.0
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Methyl stearate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.062 7.38 ng 34079  Phenanthrene-die 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 95
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 78
4 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 78
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 72

Abundance Scan 2733 (19.062 min): BM029069.D\data.ms (-2728) (- m/z 74.00 100.00%

74.0
43.0
5000
1430 255.2
e \
199.0 '
e | T e e
(AN S 01 T S it m/z 87.00 87.55%
miz--> 50 100 150 200 250 300
Abundance #143127: Methyl stearate
74.0
5000 43.0 T T ‘
19.00
m/z 43.00 64.00%
iy o[ o0 250 2
O \‘\ h\ ‘\ ’ ‘\ H‘ ‘H L T T T T ‘ T T T T “ T T T T “\ ‘\ T T “‘
miz--> 100 150 200 250 300
Abundance #119406: Hexadecanoic acid, methyl ester
74.0
— ‘
43.0 19.00
5000 ’ ITI/Z 55.05 49.,08%
143.0
1850 227.0 270.0
om‘w,“h““‘ b
miz--> 100 15 200 250 300
Abundance #95859: Methy! tetradecanoate — T
74.0 19.00
m/z 41.00 47.73%
5000
43.0 143.0
o0 2w
oHH,HNum‘m‘mm RN R ——
mlz--> 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 9,12-Octadecadienoic acid (... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

19.121 18.23 ng 84162  Phenanthrene-die 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 98
2 2-Chloroethyl linoleate 342 C20H35C102 025525-76-2 91
3 11-Octadecynoic acid, methyl ester 294 C19H3402 026543-37-3 91
4 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 91
5 1-Tetradecyne 194 C14H26 000765-10-6 86

Abundance Scan 2743 (19.121 min): BM029069.D\data.ms (-2738) (- m/z 67.00 100.00%

67.0
5000
09.0 \ \

149.0 241.2 281.0 19.00 19.50
] IR IS T m/z 41.05 83.35%
miz--> 50 100 150 200 250 300
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
670
5000 — —
19.00 19.50
09.0 m/z 55.00 81.99%
O' ‘“ Hh “h ‘}‘ .\‘ T \]-96‘ 0\ \2\36\ O‘ T 1 T ‘ L
miz--> 50 150 200 250 300
Abundance #178355 2-Chloroethyl linoleate
67.
— —=
19.00 19.50
5000 ITI/Z 81.00 75.70%
09.0
263.0
oL— I \ \\ “H \Hh\ hh‘ \}u ‘H‘ R ‘\‘ Cep ‘374“2;'
miz--> 50 150 200 250 300
Abundance #139693: ll—Octadecynoic acid, methyl ester e —
41.0 81.0 19.00 19.50
m/z 43.10 55.37%
124.0
5000
238.0
0! “MMH h\‘\ \h ‘\‘\ — ‘\‘ . \‘ ‘ N ‘29‘4‘0‘ S — =
miz--> 50 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 1-Bromodocosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.151 48.39 ng 223330  Phenanthrene-die 17.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Bromodocosane 388 C22H45Br 006938-66-5 72
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 72
3 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 72
4 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 72
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 72

Abundance Scan 2748 (19.151 min): BM029069.D\data.ms (-2745) (-  m/z 57.10 100.00%
57.1

5000 JL
7.1 — ——
| m ‘H 1290 1601 2211 2641 19.00 19.50
0l h L L m/z 43.10 83.75%
miz--> 50 100 150 200 250 300
Abundance #206609: 1-Bromodocosane
57.0
5000 135.0 T I
19.00 19.50
970 m/z 55.10 59.27%
OZQOJ‘J\M m“‘ J ‘H1690 211.0 253.0 3091
T T T ‘ \ T T T T T ‘ T ‘ T T T T T
miz--> 50 100 150 200 250 300
Abundance #200447: Sulfurous acid, butyl heptadecyl ester
57.0
— =
19.00 19.50
5000 m/z 41.05 57.53%
‘ 97.0
ool LI | 1399 1830 2390 ze10
miz--> 50 100 150 200 250 300
Abundance  #172312: Sulfurous acid, pentadecyl 2-propyl ester R —=
43.0 19.00 19.50
m/z 71.10 53.17%
5000 85.0 /\JA\‘
ol 10 o200 A
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.286 388.68 ng 2128230 Chrysene-d12 21.256
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 81
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 60

Abundance Scan 2771 (19.286 min): BM029069.D\data.ms (-2759) (-  m/z 43.10 100.00%

43.1
73.0
5000
129.0
1851 2412 i — DU,
‘ ‘ H‘ ‘ ‘ ‘ 284.% 19.00 19.50
O el M Il v bbb m/z 73.00 79.59%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 — T
19.00 19.50
185.0 241.0 284.C ITI/Z 60.00 78.32%
O ’HH‘UH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84453: Tetradecanoic acid
73.0
— =
430 19.00 19.50
5000 m/z 41.18  75.88%
129.0
185.0 228.0
LN 1 Y ST
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid —F =
60.0 19.00 19.50
m/z 55.10 73.45%
5000 129.0
97.0 1710 2130 256.0
0 w“:‘w‘!”“1““”‘Lwlh“‘u“:“J‘m""H"""‘H"‘H“,ww!_ww — —
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 9-Octadecenamide, (Z)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.127 16.80 ng 91976 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 96
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Octanamide 143 C8H17NO 000629-01-6 59
4 Dodecanamide 199 C12H25NO 001120-16-7 59
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
Abundance Scan 2914 (20.127 min): BM029069.D\data.ms (-2908) (-  m/z 59.00 100.00%
59.0
5000
- Y —
oL M‘ ‘\HM HW uhHh hm\mm\\ g ‘1%5"0‘ 2‘2}"0‘ — 2‘8‘1‘( m/z 72.00 63.32%
miz-> 50 100 150 200 250
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000 A
20.00 20.50
m/z 55.10 56.54%
290‘
oL L L4020 180 23m0 281
miz-> 50 100 150 200 250
Abundance #106565: Hexadecanamide
59.0
—— —
20.00 20.50
5000 m/z 41.05 41.41%
ol 290 . 10 1700 2120 2550
- s
miz--> 50 100 150 200 250
Abundance #20317: Octanamide 7 —
59.0 20.00 20.50
m/z 43.05 34.82%
5000
29. O‘H 100.0 143.0
oHM‘HHHJ,‘ e e — ——
mlz--> 100 150 200 250 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.186 32.03 ng 175399 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 (C28H58 000630-02-4 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2924 (20.186 min): BM029069.D\data.ms (-2919) - m/z 57.10 100.00%
57.1

9.0 20.00 2050
ol 483 lao82267 m/z 43.10  73.39%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 e ——
20.00 20.50
m/z 71.10  54.20%
9.0
L] P90 10018300250 2620
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
—r —
20.00 20.50
5000 m/z 85.10 40.25%
9.0
oLl | 1] ;141.0183.0225.0 281.0 337.0 394.
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane T T
57.0 20.00 20.50
m/z 41.10 24.58%
5000
9.0
|, 14101830 2540
ol b ddy S5 01880 280 —————
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Tritetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.986 49.22 ng 269495 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Tetratetracontane 619 C44H99 007098-22-8 91
4 10-Methylnonadecane 282 C20H42 056862-62-5 91
5 2-methyltetracosane 352 C25H52 1000376-72-6 91

Abundance Scan 3060 (20.986 min): BM029069.D\data.ms (-3053) (-  m/z 57.10 100.00%
57.1

5000 i
21.00
7.1 :
om_l!‘P‘}fw\l%‘lﬁ?%ﬂH_m‘wwH_m_mw m/z 43.05 76.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000 LN
21.00
m/z 71.05 53.52%
0 \ J J [127.0197.0267.0337.0  463.0 533.0 604.0
HH‘HH‘HH‘\fH‘W\\![HH‘T\H[\HF‘\HWHH‘HH‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
==
21.00
5000 ITI/Z 85.05 40.64%
7.0
oLl tr00er0 ses0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane T
57.0 21.00
m/z 55.05 33.16%
B VRL
0 ‘ ‘l J 2/0197.0267.0337.0  463.0 561.0
e A e e e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.662 43.88 ng 240254 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3175 (21.662 min): BM029069.D\data.ms (-3169) (- m/z 57.10 100.00%
57.1
— —
|, 9‘0 1411183 2 21.50 22.00
ol A WAL 1718322250 2051 3550 s, 43.10  72.21%
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 —r —
21.50 22.00
9.0 m/z 71.10 54.75%
Ol\ \d\ ‘ \““‘ \h‘\h“ \“‘ \]T\ “ “\1:8\3\(‘)2\2\5\(\)‘ T \?9\6‘(\)\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
= —
21.50 22.00
5000 m/z 85.05 43.48%
ol 19 H | 141-0183.0225.0267.0309.0 3650
i ““““‘ T I e
miz--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- T T
57.0 21.50 22.00
m/z 41.05 26.14%
182.0
ol L M Jwﬁf‘ﬁ? 8202250 28103220 A
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.350 40.97 ng 223764 Perylene-di2 23.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 3292 (22.350 min): BM029069.D\data.ms (-3286) (-  m/z 57.05 100.00%
57.0

%

5000
113.1 22.00 22.50
oM”HM‘ZO?Ozm?“ m/z 43.05 73.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57.0
5000 — ——
22.00 22.50
m/z 71.10 56.13%
113.0
0 ‘\‘ |H ” ” A A1\6902250 295.0 367.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘1\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57.0
— ——
22.00 22.50
5000 ITI/Z 85.10 42 .45%

9 J‘ | | 169:0225.0 296.0

o

Ty

b T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57.0 22.00 22.50
m/z 55.05 26.00%
- J\AMN
13.0
0 \ } ”‘JM [ \1‘6‘9‘02250281 0337.0393.0449.0506.(
et e e e e T — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.121 31.53 ng 172247 Perylene-di2 23.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Docosane, 11-decyl- 451 C32H66 055401-55-3 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Octacosane 394 (C28H58 000630-02-4 90
Abundance Scan 3423 (23.121 min): BM029069.D\data.ms (-3416) (- m/z 57.10 100.00%
57.1
‘ 23.00 23.50
13. . .
69.2
- } Jﬁ [4400:2,225:1 2830 3860 4102 ./, 4316 70.27%
miz--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57.0
5000 —r ——
23.00 23.50
268.0 m/z 71.10 56.98%
‘ ]w13 0 1690
O\\‘\‘\‘ ”‘\“‘\“]\“‘\‘L‘\“\“\\‘\"\‘\\1‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #227195: Docosane, 11-decyl-
57.0
—— —
23.00 23.50
5000 m/z 85.05 42.76%
o LT 1050 2250 390 540
miz--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane 1 ——
57.0 23.00 23.50
m/z 55.05 26.98%
0 uh\ \‘h]\.] h‘ L ? \0 s %25 0 309.0 365.0 437.!
L e B R A e e A —— ; ;
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.991 19.39 ng 105890 Perylene-di2 23.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentacosane 352 (C25H52 000629-99-2 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 90
Abundance Scan 3571 (23.991 min): BM029069.D\data.ms (-3565) (-  m/z 57.10 100.00%
57.1
2000 N@M«M»MJ»/\K//WMNMVM
24.00
ob— u“ IVERY H‘ LY ‘ o GHE129312951 3400 0 43.18  65.59%
miz--> 50 100 150 200 250 300 350
Abundance #117636: Nonadecane
57.0
5000 T
24.00
00 268.0 m/z 71.85 57.33%
" 141.0 1830
Ol\Sl\J\ ‘\““‘\ “‘ \”‘\ “‘[ !“‘ \“\ “ “‘\ “\ \‘\“ %2\5\(\)‘ T ‘\ L ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
——
24.00
5000 m/z 85.10 40.14%
9.0
ol b bl L 14018302250 26703000 366
e e e e S SR
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane T
57.0 24.00
m/z 55.00 27.13%
9.0
— ““““‘ A, “““ e —
m/z--> 50 100 150 200 250 300 350 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29069.D

Acqg On : 10 Mar 2021 14:41

Operator : CG/JU

Sample : M1576-10 :
Misc : IDW-GW805-SO-030421

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Propyl acetate 3.087 10.7 ng 26046 1 7.669 48843 20.0
Propanoic acid,... 4.257 11.5 ng 28176 1 7.669 48843 20.0
Diethylene glyc... 15.292 146.3 ng 766931 3 14.333 104875 20.0
10-Methylnonade... 17.598 18.9 ng 87190 4 17.086 92308 20.0
n-Hexadecanoic ... 18.003 311.1 ng 1435800 4 17.086 92308 20.0
unknown18.52 18.521 4.7 ng 21846 4 17.086 92308 20.0
Methyl stearate 19.062 7.4 ng 34079 4 17.086 92308 20.0
9,12-Octadecadi... 19.121 18.2 ng 84162 4 17.086 92308 20.0
1-Bromodocosane 19.151 48.4 ng 223330 4 17.086 92308 20.0
Octadecanoic acid 19.286 388.7 ng 2128230 5 21.256 109510 20.0
9-Octadecenamid... 20.127 16.8 ng 91976 5 21.256 109510 20.0
Eicosane 20.186 32.0 ng 175399 5 21.256 109510 20.0
Tritetracontane 20.986 49.2 ng 269495 5 21.256 109510 20.0
Heneicosane 21.662 43.9 ng 240254 5 21.256 109510 20.0
Hexacosane 22.350 41.0 ng 223764 6 23.421 109244 20.0
Nonadecane 23.121 31.5 ng 172247 6 23.421 109244 20.0
Pentacosane 23.991 19.4 ng 105890 6 23.421 109244 20.0
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