LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 12.775 1658 1664 1678 rBB 318819 474416 1.03% 0.225%
2 15.686 2153 2159 2166 rBV 366267 547760 1.19% 0.260%
3 17.845 2517 2526 2539 rBV 752010 1166489 2.53% 0.553%
4 18.604 2625 2655 2665 rBY 3730867 14793092 32.08% 7.010%
5 19.139 2737 2746 2771 rVB 1453810 2375239 5.15% 1.126%
6 19.580 2816 2821 2833 rBY 1156594 1489902 3.23% 0.706%
7 19.962 2863 2886 2896 rBV 13559932 33620055 72.90% 15.932%
8 20.598 2987 2994 3005 rVB3 204010 588308 1.28% 0.279%
9 20.904 3028 3046 3050 rBV 16964894 46117692 100.00% 21.855%
10 21.156 3082 3089 3093 rBV2 357161 636060 1.38% 0.301%

11 21.345 3117 3121 3129 rVB2 336787 646501 1.40% 0.306%
12 21.668 3160 3176 3180 rBV 17314772 45816375 99.35% 21.712%
13 21.703 3180 3182 3191 rVB 411010 515840 1.12% 0.244%
14 22.103 3245 3250 3254 rBV2 279547 560585 1.22% 0.266%
15 22.150 3255 3258 3266 rVB4 418002 861571 1.87% 0.408%

16 22.456 3293 3310 3316 rBV 13343670 33144378 71.87% 15.707%
17 22.950 3390 3394 3406 rVB3 179415 469320 1.02% 0.222%
18 23.333 3444 3459 3469 rvVv2 5168913 13681204 29.67% 6.483%
19 24.062 3577 3583 3598 rvB6 201281 717427 1.56% 0.340%
20 24.333 3617 3629 3642 rVB 2008973 5623041 12.19% 2.665%

21 25.503 3815 3828 3845 rVB 865011 3116363 6.76% 1.477%
22 26.885 4051 4063 4079 rVB2 550850 2139346 4.64% 1.014%
23 28.527 4332 4342 4360 rVB4 387986 1918583 4.16% 0.909%

Sum of corrected areas: 211019547
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO90119\

BM022476.D

01 Sep 2019 14:30

HP/JU

K4619-03

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM082919 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1.5e+07

le+07

5000000

TIC: BM022476.D

O
Time--> 3.00

A
LN N B S B B B B B B B

T I
550 6.00 6.50

350 400 450 5.00

N
LI L L I L L L L L L B ) LB

I I T T T T
700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

1.5e+07

le+07

5000000

TIC: BM022476.D

19.96

18.60

19.14 1958
12.77 15.69 17.84 0
A

v

Time--> 12.00

REMNE . MBS S S - Uy S S R

12.50 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

Abundance
20

1.5e+07

le+07

5000000

04
Time-->

21

90

TIC: BM022476.D

21.67

22.46

23.33

.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

17.84 20.00 ng 1166490 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 62
Abundance Scan 2525 (17.839 min): BM022476.D (-2517) (-) m/z 41.10 100.00%

0
5000
83 o 129 213
115 | ,5157171185, o 227, 256 2 17.60 17.80 18.00 18.20

41 L m/z 43.05 95.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l'

5000 129
17.60 17.80 18.00 18.20
m/z 60.00 92 .36%

213
143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid
43 | B
17.60 17. 80 18. 00 18.20
5000 129 m/z 73.00 90.82%
29
143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid e R R
43 | 73 17. 60 17. 80 18. 00 18 20
5 m/z 55.05 81.68%
5000 129
29
199
‘ ‘ 143157171185 242
A5 L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17. 80 18. 00 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 2 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.60 253.63 ng 14793100 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Nonacosane 408 C29H60 000630-03-5 91
Abundance Scan 2654 (18.598 min): BM022476.D (-2625) (-) m/z 57.10 100.00%

I

5000
% 18.20 18.40 18.60 18.80 19.00
141 183 925 .29 182 13.50 15,50 2.
,.”.,.”!Llw.«.“.” 281828304304 | m/z 43.10 78.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000 LANLINLL B L L L LB L L LB

18.20 18.40 18.60 18.80 19.00
m/z 71.05 73.53%

99
| | 141 183 225 267 309 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

_>

Abundance #209567: Eicosane, 9-octyl-
43
R o N IRE R e
18.20 18.40 18.60 18.80 19.00
5000 85 m/z 85.10 55.08%
127 238 281
S B A S - .-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e A RRRREEEE L S
5[7 18.20 18.40 18.60 18.80 19.00

m/z 41.10 34 .23%

5000

>

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 18. 20 18 40 18 60 18. 80 19. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.14 74.69 ng 2375240 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2746 (19.139 min): BM022476.D (-2737) (-) m/z 43.05 100.00%
73
e ;,_/v/\\d\/\
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
18.80 19.00 19.20 19.40
m/z 41.10 86.66%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
7
18.80 19.00 19.20 19.40
97 185 o B4 m/z 73.00 83.99%
15 NE A SR O R
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
¢]
18.80 19.00 19.20 19.40
5000 129 m/z 60.00 83.20%
} 97 199 242
157
‘\ g I: IJHI II‘IL IH‘\IHI '{l ‘: P‘§¢)| L — I\ ——— ——— :
m/z--> 50 100 150 200 250 300 350
Abundance #84452: Tetradecanoic acid R RS
78 18.80 19.00 19.20 19.40
43 m/z 55.05 79.15%
5000 129
185
‘ 228
15| Ll H‘ Iu e A .
m/z--> 50 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 Heptadecane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.96 1057.13 ng 33620100 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2886 (19.962 min): BM022476.D (-2863) (-) m/z 57.05 100.00%
sl
5000 //jﬂ
99 SN/ —
141 183 505 19,60 19.80 20.00 20.20
" ...“.J.U....,.-.‘..,2.6.7..3,‘.’?.?5.1...‘}95?..,....,....,....,... m/z 71.10 81.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105891: Heptadecane, 3-methyl-
s7
5000 ULV
19,60 19.80 20.00 20.20
25 m/z 85.05 65.10%
| J1141
mz-> 0 50 100 '1'56' '2'66' 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
19.60 19.80 20.00 20.20
5000 m/z 43.10 65.02%
97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
miz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600 L
Abundance #223851: Hentriacontane o R e L
57 19,60 19.80 20.00 20.20
m/z 55.10 26.73%
5000
Jgg
26| | 11| 141 183 225 267 309 351 393 436 (ﬁ

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 19 60 19. 80 20. OO 20 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 Benz[c]acridine, 5,10-dimet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.60 18.50 ng 588308 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlclacridine. 5.10-dimethvl- 257 C19H15N 003518-04-5 76
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 38
3 1-Octadecene 252 C18H36 000112-88-9 35
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 35
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 35
Abundance Scan 2994 (20.598 min): BM022476.D (-2987) (-) m/z 257.20 100.00%
257
5000
20.20 20.40 20.60 20.80 21.00
285 24 "m/z 43.10 63.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #108389: Benz[c]acridine, 5,10-dimethyl-
287
5000 AU LR SN
20.20 20.40 20.60 20.80 21.00
m/z 57.05 56.14%
126 154 229, |
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 8
20.20 20.40 20.60 20.80 21.00
5000 111 m/z 55.05 48_.21%
29 J
Illﬂﬁwllhllilth}?gr}§8ll 210 ?%8Igeplgg?l S
m/z--> 50 100 150 200 250 300 350 400
Abundance #104184: 1-Octadecene LN LI I LI B B
57 20.20 20.40 20.60 20.80 21.00
83 m/z 41.00 41 .45%
5000
29 111
mN ‘ | | [139 168 106 224 252
m/z--> 50 100 150 200 250 300 350 400 20,20 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 Triacontane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.90 1450.11 ng 46117700 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 99
2 Heneicosane 296 C21H44 000629-94-7 98
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
4 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 91
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 91
Abundance Scan 3045 (20.898 min): BM022476.D (-3028) (-) m/z 57.10 100.00%
57
5000 | j /\
R A A
141 169 197 225 20.60 20.80 21.00 21.20
_— ” LU, (223281309 337 365393 422 | n77 71.05  81.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 N B SULUSE B SULRAL
20 60 20. 80 21. oo 21. 20
m/z 85.05 66.80%
29] {4 d | 11?11169 197 225 253 281 309 337 365 393 422
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #141424: Heneicosane
57
| 20.60 20.80 21.00 21.20
5000 85 m/z 43.10 61.47%
2| o061 100 107 25 253290
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #129499: Nonadecane, 9-methyl- e
57 20.60 20.80 21.00 21.20
m/z 55.05 25.60%
85
5000
140
29
I h | 197 239 267
m/z--> % ﬁo m 2& 250 ﬁ 3% ﬁo mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 7 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.34 20.33 ng 646501 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 Eicosane 282 C20H42 000112-95-8 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90
Abundance Scan 3120 (21.339 min): BM022476.D (-3117) (-) m/z 57.10 100.00%
57
5000 /\ A
R L
1BMMw2W 21.00 21.20 21.40 21.60
- J" e P8 281 38T 398415 L nso 43.10  95.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 U B UL DU AR
21. oo 21. 20 21. 40 21.60
29 m/z 71.10 58.48%
) | 1| | 113 141 169 197 225 253 281 309 337 365 394
m/z--> §o 160 1éo 260 2%0 360 3%0 460
Abundance #129493: Eicosane
57
21/00 21.20 2140 21.60
5000 85 m/z 85.10 44 _37%
29 282
113 141 169 197
B O i s -
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane e e
57 21.00 21.20 21.40 21.60
m/z 41.10 29.82%
5000 85
29 s 268
m/z--> 50 mo 150 200 %o m 350 400 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 Octadecane, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.67 1440.63 ng 45816400 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 3-methvl- 268 C19H40 006561-44-0 93
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 92
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3176 (21.668 min): BM022476.D (-3160) (-) m/z 57.10 100.00%
57
5000 ]/\~
e M AREEEEL S
183 205 92g1 21.40 21.60 21.80 22.00
" ],“1“1 T e 23 365 407 475 549 | "m/z 71.10 83.85%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 60O
Abundance #117650: Octadecane, 3-methyl-
57
5000 LU B S UL B
2140 21.60 21.80 22.00
99]A1 239 m/z 85.15 70.66%
e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129499: Nonadecane, 9-methyl-
57
2140 21.60 21.80 22.00
5000 m/z 43.10 59.43%
99 140
Uiy ass 224 267
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane S
57 21.40 21.60 21.80 22.00
m/z 99.15 27 .84%
5000 j/l
97
26 ] | 141 183 225 267 309 351 393 435 491 535 574 617
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600 21140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 Sulfurous acid, 2-propyl te... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.70 16.22 ng 515840 Chrysene-d12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 83
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 72
3 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 68
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 64
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 64
Abundance Scan 3181 (21.698 min): BM022476.D (-3180) (-) m/z 57.10 100.00%
g7
5000 85 A
LI UL SO BN B
141 169 242 21.40 21.60 21.80 22.00
A M h b 109 208 243265 ss7 A4S h/07 43,10 80.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161094: Sulfurous acid, 2-propyl tetradecy! ester
a3
71
5000 UL A UL SN S
21,40 21.60 21.80 22.00
97 m/z 71.10 69.86%
J h 425 168 197 231 261
m/z--> 50 100 150 260 250 300 350 400
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
7 21,40 2160 21.80 22.00
5000 o7 m/z 69.10 54_76%
125
g | |7 155 183 224 258
m/z--> 50 100 150 200 250 300 350 400
Abundance #200447: Sulfurous acid, butyl heptadecy! ester R e AR RE R
57 21.40 21.60 21.80 22.00
m/z 55.10 47 .58%
5000
85
2]9”‘ ||| 1M1 160 s10230 oo
m/z--> 50 100 1&'30 200 250 300 350 400 21,40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 10 Nonadecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.10 17.63 ng 560585 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
2 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Tetracosane. 9-octvl- 451 C32H66 055401-54-2 87
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 83
Abundance Scan 3249 (22.098 min): BM022476.D (-3245) (-) m/z 57.10 100.00%

s S A
141 160 207 081 21.80 22.00 22.20 22.40
bl e, S 230 A 309 386 408429 | Tm/z  43.10  95.11%

m/z--> 50

OO 150 200 250 300 350 400
Abundance #129501: Nonadecane, 2-methyl-
43
71

5000 R L NI
21. 80 22. 00 22 20 22. 40

m/z 71.10 55.17%

10 7

oL AL

99 239
127
A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57

21.80 22.00 22.20 22.40
5000 85 m/z 85.10  52.72%

113
34 \ L7740 169 107 225 253 295 337 364 303 420
i o i Bt e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane e
57 21.80 22.00 22.20 22. 40

/z 41.10 27 .76%

5000 85
113
29| I L | |77 241 160 107 225 267 295 365 393
A e

m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 11 1-Hexadecanethiol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.15 27.09 ng 861571 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanethiol 258 C16H34S 002917-26-2 91
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 49
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 49
4 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 49
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 49
Abundance Scan 3258 (22.150 min): BM022476.D (-3255) (-) m/z 57.10 100.00%
57

5000 85 285

_>

21.80 22.00 22.20 22.40
m/z 43.10 87.81%

309 342 429452

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #109270: 1-Hexadecanethiol

[6)]
U1
[e'e]
(M)

5000 111 ||||||||III|IIII|IIII|I
29 21.80 22.00 22.20 22.40

224 m/z 71.10 72.70%
j\ [140 165 196 258

R o B W S

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

Abundance #200449: Sulfurous acid, octadecyl 2-propyl ester

43

—

1 21.80 22.00 22.20 22.40

5000 97 m/z 55.10 50.30%

125
LAl T 155 183 224 2983

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

'>

Abundance #185101: 1-Octadecanesulphony! chloride B EE e R
57 21.80 22.00 22.20 22.40
m/z 41.10 49.29%
5000 P //W
29 11
i B R oot ANNNRO. NNNNNNNNN g SO S ) R
m/z--> 0 50 100 150 200 250 300 350 400 450 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 12 1-lodo-2-methylundecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22 .46 48.45 ng 33144400 Perylene-d12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 93
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3311 (22.462 min): BM022476.D (-3293) (-) m/z 57.10 100.00%
57
85
5000

“ 14116919722 22.20 22.40 22.60 22.80
5253281309
....,...J.,.l.l..,... LSS 207 300337 365393421 450475 | 77 71.05  80.80%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141424:; Heneicosane
5|7

5000 85 /S SN
2220 2240 2260 22.80

m/z 85.05 64 .49%

113
] 11141}69197225253 296

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

Abundance #140553: 1-lodo-2-methylundecane
5[7
R o REREE LR m
22.20 22.40 22.60 22.80
5000 m/z 43.10 61.77%
85
29
‘ | J113‘ 169 211 206
e e e e e e e e e e
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #105891: Heptadecane, 3-methyl- e RRREE TR S
5[7 22.20 22.40 22.60 22.80
m/z 55.10 25.83%
5000 85
29 113 225
141
VRS VO Wt LA - NN (U S i S ——
miz—-> 0 50 100 150 200 250 300 350 400 450 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 13 Heptadecane, 9-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

24 .33 8.22 ng 5623040 Perylene-di12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
2 Docosane 310 C22H46 000629-97-0 93
3 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 93
4 Hexacosane 366 C26H54 000630-01-3 93
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
Abundance Scan 3629 (24.333 min): BM022476.D (-3617) (-) m/z 57.10 100.00%

57
5000
113 2400 2490 9440 24.60

MMwZW 24.00 24.20 24.40 24.60

I .J.” Tt D1 230 281309337 365393 421 | nsn 71,10 72.97%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57

5000 85 S e A e e
2400 24.20 24.40 24.60

m/z 43.10 68.77%

113
Iy ﬂ L4169 107 239 267 294 303 352
— i T ..,....,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57
_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—r

24.00 24.20 24.40 24.60

5000 85 m/z 85.10 54.10%
29
| 41}3‘1§1‘169 197 225 253 281 310
e g T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl- S RRRREN R e
57 24.00 24.20 24.40 24.60

m/z 55.10 25.22%

113
34 | || A 7,141 169 210 239 267 309 335 366

m/z--> 50 100 150 200 250 300 350 400 24. 00 24 20 24. 40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 14 Hexacosane, 9-octyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
25.50 4.56 ng 3116360 Perylene-d12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane. 9-octvl- 479 C34H70 055429-83-9 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane. 1l-decvl- 437 C31H64 055320-06-4 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3827 (25.497 min): BM022476.D (-3815) (-) m/z 57.10 100.00%
57
? %m%m%m%m
141 , 5,207

Ob A AL LI 27601 299 281 323356 A1 | m/z 71.10 74.49%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232377: Hexacosane, 9-octyl-
57

5000
2520 25.40 25,60 25.80
m/z 43.10 69.63%

99
365
Jllil““%mm 323 [Taoe
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517

25.20 25. 40 25 60 25.80

5000 m/z 85.10 52.34%
97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617
T e e B
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57 72520 25140 25,60 25.80

m/z 55.05 24 .66%

5000
99
26 (1| | 1* 183 225 27 309 361 422

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25 20 25. 40 25 60 25 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 15 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.89 3.13 ng 2139350 Perylene-d12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Octadecane 254 C18H38 000593-45-3 95
3 Tetratetracontane 619 C44H90 007098-22-8 93
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 4064 (26.891 min): BM022476.D (-4051) (-) m/z 57.10 100.00%
57
2 | 26.60 26.80 27.00 27.20
141 .,,.207 . ) ) )
VNV TRwotti it R R B oy s o TOR - Y1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141425: Heneicosane
57
5000 T T T[T T [T
%m%mﬂmﬂm
99 m/z 43.10 66.06%
151 |14 183 225 296
m/z--> 6 éo 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #105886: Octadecane
57
| 26.60 26.80 27.00 27.20
5000 m/z 85.10 51.88%
99
mz> 0 80 100 150 200 250 300 30 400 4% 800 550 600
Abundance #241528: Tetratetracontane e A REARE aEEEE p e
57 26.60 26.80 27.00 27.20
m/z 55.10 24 .40%
- \JLA
97
26 |, 141 183 225 267 309 351 393 435 491 535574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26. 60 26. 80 217. 00 217. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090119\
Data File : BM022476.D

Aca On : 01 Sep 2019 14:30

Operator : HP/JU

Sample : K4619-03

Misc :

ALS Vial : 3 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 16 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
28.53 2.80 ng 1918580 Perylene-di12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octadecane 254 C18H38 000593-45-3 95
3 Hexacosane 366 C26H54 000630-01-3 81
4 2-methvloctacosane 408 C29H60 1000376-72-8 81
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 4343 (28.532 min): BM022476.D (-4332) (-) m/z 57.10 100.00%
57
85
il 20 2040 28160 2560
13 249 281 : : : :
L 823 335 401429452 | n77 43.10  97.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
5000 UGBS BABSUSEUEEE!
mm%mmm%m
m/z 71.10 76.21%
29 13,
. {1 [4% 169 197 225 53 262
m/z--> §o 160 1éo 260 250 360 3éo 460 4%0
Abundance #105885: Octadecane
57
28.20 28.40 28.60 28.80
5000 85 m/z 85.10 54 _.96%
29
UL LT 000 160 107 225 254
m/z--> §o 160 1éo 260 250 360 3%0 460 4%0
Abundance #194493: Hexacosane L L L L L L N LRI |
57 28.20 28.40 28.60 28.80
m/z 55.10 31.35%
- | V\J\N\/
290 1| | |13 141 160 107 205 253 205 323 367
m/z--> §o 160 1éo 260 2%0 300 350 460 4%0 2820 2840 2860 2880 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090119\
Data File : BM022476.D

Acq On : 01 Sep 2019 14:30

Operator : HP/JU

Sample - K4619-03

Misc :

ALS Vial : 3 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]
n-Hexadecanoic acid 17.84 20.0 ng 1166490 4 16.94 1166490 20.0
Hexacosane 18.60 253.6 ng 14793100 4 16.94 1166490 20.0
Octadecanoic acid 19.14 74.7 ng 2375240 5 21.16 636060 20.0
Heptadecane, 3-me... 19.96 1057.1 ng 33620100 5 21.16 636060 20.0
Benz[c]acridine, ... 20.60 18.5 ng 588308 5 21.16 636060 20.0
Triacontane 20.90 1450.1 ng 46117700 5 21.16 636060 20.0
Octacosane 21.34 20.3 ng 646501 5 21.16 636060 20.0
Octadecane, 3-met... 21.67 1440.6 ng 45816400 5 21.16 636060 20.0
Sulfurous acid, 2... 21.70 16.2 ng 515840 5 21.16 636060 20.0
Nonadecane, 2-met... 22.10 17.6 ng 560585 5 21.16 636060 20.0
1-Hexadecanethiol 22.15 27.1 ng 861571 5 21.16 636060 20.0
1-lodo-2-methylun... 22.46 48.5 ng 33144400 6 23.34 13681200 20.0
Heptadecane, 9-oc... 24.33 8.2 ng 5623040 6 23.34 13681200 20.0
Hexacosane, 9-octyl- 25.50 4.6 ng 3116360 6 23.34 13681200 20.0
Heneicosane 26.89 3.1 ng 2139350 6 23.34 13681200 20.0
Eicosane 28.53 2.8 ng 1918580 6 23.34 13681200 20.0
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