LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022426.D

Aca On : 30 Aug 2019 02:15

Operator : HP/JU

Sample : K4543-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM082919 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.145 362 367 379 rBB 169235 253332 12.10% 3.126%
2 6.722 630 635 652 rBB 90863 166380 7.95% 2.053%
3 7.057 686 692 704 rBV 345799 548245 26.19% 6.765%
4 7.522 765 771 777 rBV 78910 119174 5.69% 1.470%
5 7.833 817 824 833 rBB 338031 535678 25.59% 6.609%
6 8.692 964 970 989 rBV 217509 399510 19.09% 4.929%
7 10.298 1237 1243 1252 rBV 74246 133532 6.38% 1.648%
8 12.786 1660 1666 1676 rBV 615809 908149 43.39% 11.205%
9 13.668 1811 1816 1824 rBB 20874 30202 1.44% 0.373%
10 14.186 1898 1904 1911 rBV2 118302 178934 8.55% 2.208%

11 15.698 2155 2161 2174 rBV 615070 873904 41.75% 10.783%
12 16.951 2368 2374 2383 rBV2 149202 227293 10.86% 2.804%
13 17.845 2522 2526 2534 rBV 60091 88936 4._.25% 1.097%
14 19.139 2742 2746 2756 rBV 45968 69781 3.33% 0.861%
15 19.597 2819 2824 2831 rBV 1840210 2093083 100.00% 25.825%

16 20.862 3035 3039 3045 rBV2 88646 120834 5.77% 1.491%
17 21.168 3086 3091 3096 rBvV2 283929 383017 18.30% 4.726%
18 21.297 3111 3113 3118 rVB3 25622 26285 1.26% 0.324%
19 21.721 3182 3185 3188 rVB 50010 48828 2.33% 0.602%
20 22.168 3257 3261 3266 rBV 88976 105548 5.04% 1.302%

21 22.650 3339 3343 3348 rBvV 93381 124816 5.96% 1.540%
22 23.191 3431 3435 3441 rVB 87159 128966 6.16% 1.591%

23 23.356 3458 3463 3473 rVB 220483 411069 19.64% 5.072%
24 23.797 3534 3538 3545 rVB2 67839 129227 6.17% 1.594%

Sum of corrected areas: 8104723
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022426.D

Aca On : 30 Aug 2019 02:15

Operator : HP/JU

Sample : K4543-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM022426.D

1500000

1000000

500000
7.06 7.83

8.69
6.72 7.52 10.30

5.15

s

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM022426.D

19,60

1500000

1000000

12.79 15.70
500000

14.19 16.95
13.67 17.84 19.14

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM022426.D

1500000

1000000

500000
21.17 23.36

22,17 22.65 23.1 23.80
20.86 1 30 21.72

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022426.D

Aca On : 30 Aug 2019 02:15

Operator : HP/JU

Sample : K4543-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.06 Concentration Rank 1

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

7.06 92.01 ng 548245 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 14

Abundance Scan 692 (7.057 min): BM022426.D (-686) (-) m/z 132.00 100.00%
5000 68
U Boel] 9|6 103 ‘ 680 7.00 7.20 7.40
SRS a4 ".!!n.l.,.:'!-:,....,...~.,.'!~..,....,....,"...,.. m/z 68.00 41.34%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 U R I UL I

6.80 7.00 7.20 7.40
m/z 66.10 40.22%

89 103
|I||| ....|| 63 ” 9|7 g 115

...,...., ..,....,....,....,....,....,....,...., RS
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
e
6.80 7.00 7.20 7.40
5000 m/z 134.00 30.94%
33 44 o g7 105
60 78 \
S I SO N RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl- R na
132 6.80 7.00 7.20 7.40
m/z 69.10 22.99%
5000 67
44 5? | 76 103
(N | 1 |
R L o o o o R R R E e s e s e S R R R o RERREEEE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022426.D

Aca On : 30 Aug 2019 02:15

Operator : HP/JU

Sample : K4543-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.84 7.83 ng 88936 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 Tridecanoic acid 214 C13H2602 000638-53-9 52
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Undecanoic acid 186 C11H2202 000112-37-8 47
Abundance Scan 2525 (17.839 min): BM022426.D (-2522) (-) m/z 41.10 100.00%
60
73
5000
97 129 213
“ \” | 115 ‘ 157171185 27 256 17.60 17.80 18.00 18.20
e L L L Tm/z 43.10  99.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
17.60 17.80 18.00 18.20
m/z 60.10 82.65%
llvjl 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
" 17.60 17.80 18.00 18.20
5000 m/z 73.00 73.61%
29
5
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73 17.60 17.80 18.00 18.20
43 m/z 55.00 73.26%
5000 129
29
15 oh 214
L T i A
IIIIIII\IIHIMIIMIH ‘H|“||||||||||||||||||||||||||||| — IIIIIIIIIIAIAIMA_'_‘_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022426.D

Aca On : 30 Aug 2019 02:15

Operator : HP/JU

Sample : K4543-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.14 3.64 ng 69781 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 2746 (19.139 min): BM022426.D (-2742) (-) m/z 73.00 100.00%

43 7B
5000 129 241

284 UARUNLAUARAR BARES
18.80 19.00 19.20 19.40
m/z 43.05 94 .98%

147 171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129
18.80 19.00 19.20 19.40
0
. 171135 241 o84 m/z 41.00 90.81%
143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
57
18.80 19.00 19.20 19.40
5000 m/z 60.00 82.07%
29
as Lﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid R e
73 18.80 19.00 19.20 19.40
43 m/z 55.05 81.23%
5000
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022426.D

Aca On : 30 Aug 2019 02:15

Operator : HP/JU

Sample : K4543-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.86 6.31 ng 120834 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 90
3 Octacosanol 410 C28H580 000557-61-9 90
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
5 1-Heptacosanol 396 C27H560 002004-39-9 90
Abundance Scan 3039 (20.862 min): BM022426.D (-3035) (-) m/z 43.05 100.00%
43
83
5000
111
HRL IR PN BN S
139 167 207 230 281 241 20.60 20.80 21.00 21.20
Y Y P P N S - S m/z 55.05 87.76%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
97
5000 L SR BN SULILIL I
20,60 20.80 21.00 21.20
195 m/z 57.05 85.18%
i l I.15..3 196 224
m/z--> 50 100 150 200 250 300 350 '
Abundance #194196: Octadecyl trifluoroacetate
57
97 USRI PN BN SR
20.60 20.80 21.00 21.20
5000 m/z 41.00 68.91%
- 125
L lxi‘ll (154 182 224 252 297 38348
m/z--> 50 100 150 200 250 300 350 '
Abundance #215904: Octacosanol B Bamm s mas e S
57 20.60 20.80 21.00 21.20
97 m/z 83.05 68.33%
5000
125
2?‘ | ‘ h L J m L 1181 209 236 264 292 322 364 392 ~
m/z--> 50 150 200 250 300 350 ' 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022426.D

Aca On : 30 Aug 2019 02:15

Operator : HP/JU

Sample : K4543-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.72 2.55 ng 48828 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 3185 (21.721 min): BM022426.D (-3182) (-) m/z 57.00 100.00%
57
LA N ISR SRR
m/z 43.10 84 .49Y%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 U B DU B DU
21. 40 21 60 21. 80 22.00
13 m/z 71.05 66.75%
29 ‘ | 141 169 282
Db g 169 197 225 253 28
m/z--> 55 160 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 2140 21.60 21.80 22.00
5000 m/z 85.05 45_.12%
29 113
DU 0o [, 141 160 107 205 253 206
m/z--> 55 160 150 200 250 300 3%0
Abundance #185533: Pentacosane T ]
57 21.40 21.60 21.80 22.00
m/z 41.00 29.89%
- 1 ‘K’.VM/
113
29 | | 4 T Mt 169989 211 239 267 205 3p3 352
m/z--> 5'0 1(')0 150 200 251,0 3(')0 351,0 21. 40 21 60 21. 80 22. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022426.D

Aca On : 30 Aug 2019 02:15

Operator : HP/JU

Sample : K4543-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.17 5.51 ng 105548 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 87
3 Octacosane 394 C28H58 000630-02-4 81
4 Hexacosane 366 C26H54 000630-01-3 81
5 Octadecane 254 C18H38 000593-45-3 81
Abundance Scan 3261 (22.168 min): BM022426.D (-3257) (-) m/z 57.05 100.00%
57
5000 85
13 141 160 27 eioml ae 2150 72,00 220 2240
— A b0, L 288 3535 a5 T Us 08 75 04%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57
5000 85 AR R SRR SRR B
21'80 22.00 22.20 22.40
29 113 268 m/z 71.10 61.82%
141
: ..J |8 e J L 1}?91%ﬁ7|%2?| B —
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141430: Eicosane, 2-methyl-
57
21.80 22.00 22.20 22.40
5000 P m/z 85.05 47 .59%
29 253
o [ MR 41 160 197 005 ] 281
m/z--> 0 50 100 150 260 250 300 350 400
Abundance #209565: Octacosane e B
57 21.80 22.00 22.20 22.40
m/z 41.10 28.95%
5000 85
29 113
‘ | |77, 141 169 197 225 253 281 309 337 365 394
m/z--> 0 % 100 ﬁo ﬁ 250 300 350 400 21'80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022426.D

Aca On : 30 Aug 2019 02:15

Operator : HP/JU

Sample : K4543-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.65 6.07 ng 124816 Perylene-di12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3343 (22.650 min): BM022426.D (-3339) (-) m/z 57.05 100.00%
sl
5000 85 l M
R AR SRR SR R
113 141 169 207 39 22.40 22.60 22.80 23.00
—_— ,].J. Jil, L, b 20 B 343 429 nzo 43,10 70.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000 LRI IR BN SO
22.40 22.60 22.80 23.00
m/z 71.10 68.20%
29 113
| I 1§1‘169 197 225 253 281 309 337 380
m/z--> 55 160 150 200 250 300 350 400 '
Abundance #223852: Hentriacontane
57
2240 22.60 22.80 23.00
5000 85 m/z 85.05 47 .67%
113
} |77 141 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #141426: Heneicosane B A maa
57 22.40 22.60 22.80 23.00
m/z 41.05 32.04%
85
- mﬁw
29 113
UL L) 77,241 160 107 225 953 296
m/z--> 50 ﬁo 150 200 250 300 350 400 ' 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022426.D

Aca On : 30 Aug 2019 02:15

Operator : HP/JU

Sample : K4543-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.19 6.27 ng 128966 Perylene-d12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Eilcosane 282 C20H42 000112-95-8 93
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3435 (23.191 min): BM022426.D (-3431) (-) m/z 57.10 100.00%

5000 \

22.80 23.00 23.20 23.40 23.60
m/z 43.00 69.74%

113141 183 919,49 283 325 369 415
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #141426: Heneicosane

%

5000 R e e T
22.80 23.00 23.20 23.40 23.60

m/z 71.05 66 .59%

113
| 141169197 225253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129491: Eicosane
57

.

22.80 23.00 23.20 23.40 23.60
5000 85 m/z 85.10 45.50%

13141160 197 225 253 282

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane e e
22.80 23.00 23.20 23.40 23.60

m/z 41.05 24 .80%

:

5000

-

113141169197 225253 281300337 379 421449477 506
I I I I I
mz-> 0 50 100 150 200 250 300 350 400 450 500 22.80 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022426.D

Aca On : 30 Aug 2019 02:15

Operator : HP/JU

Sample : K4543-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Sulfurous acid, butyl tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.80 6.29 ng 129227 Perylene-d12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 80
3 Hentriacontane 437 C31H64 000630-04-6 74
4 2-methvloctacosane 408 C29H60 1000376-72-8 74
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 3538 (23.797 min): BM022426.D (-3534) (-) m/z 57.10 100.00%
57
5000 WJ\\N—A”
23.40 23.60 23.80 24.00 24.20
it m/z 43.10 81.40%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
5000 AR I B SULILIR B
23140 23.60 23.80 24.00 24.20
m/z 71.05 78.19%
7 1| | 1141,169 197 225 253 282
m/z--> 55 100 150 200 250 360 350 400 450
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57
23.40 23.60 23.80 24.00 24.20
5000 m/z 85.10 51.78%
85
2 | 9130108 297 1
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223852: Hentriacontane A BB R e B R
57 23.40 23.60 23.80 24.00 24.20
m/z 41.05 31.46%
o 1 MMNN\/‘AAM
118 14
[y, 141 169 107 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 450 23140 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082919\
Data File : BM022426.D

Acq On : 30 Aug 2019 02:15

Operator : HP/JU

Sample . K4543-17

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_M
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]
unknown7 .06 7.06 92.0 ng 548245 1 7.52 119174 20.0
n-Hexadecanoic acid 17.84 7.8 ng 88936 4 16.95 227293 20.0
Octadecanoic acid 19.14 3.6 ng 69781 5 21.17 383017 20.0
Trichloroacetic a... 20.86 6.3 ng 120834 5 21.17 383017 20.0
Eicosane 21.72 2.5 ng 48828 5 21.17 383017 20.0
Nonadecane 22.17 5.5 ng 105548 5 21.17 383017 20.0
Heptacosane 22 .65 6.1 ng 124816 6 23.36 411069 20.0
Heneicosane 23.19 6.3 ng 128966 6 23.36 411069 20.0
Sulfurous acid, b... 23.80 6.3 ng 129227 6 23.36 411069 20.0
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