LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022418.D

Aca On 29 Aug 2019 21:23

Operator : HP/JU

Sample > K4567-24

Misc :

ALS Vial : 8 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 5.146 362 367 376 rBV 241266 351699 18.97% 3.957%
2 6.722 629 635 648 rBV 147024 254114 13.70% 2.859%
3 7.063 686 693 705 rBB 368110 583009 31.44% 6.559%
4 7.522 765 771 777 rBB 75545 113801 6.14% 1.280%
5 7.834 818 824 832 rBB 314487 485107 26.16% 5.457%
6 8.692 964 970 985 rBV 201991 366186 19.75% 4_.120%
7 10.298 1237 1243 1256 rBB 73307 131104 7.07% 1.475%
8 12.786 1660 1666 1680 rBV 545517 807749 43.56% 9.087%
9 13.663 1811 1815 1823 rBB 29789 43725 2.36% 0.492%
10 14.186 1898 1904 1912 rBB 116652 170604 9.20% 1.919%

11 15.698 2156 2161 2175 rBB 566753 791364 42.68% 8.903%
12 16.957 2368 2375 2383 rBV2 145088 213433 11.51% 2.401%
13 17.851 2520 2527 2537 rBV 75165 122028 6.58% 1.373%
14 19.139 2742 2746 2756 rBV 57661 89529 4.83% 1.007%
15 19.598 2819 2824 2832 rBV 1600201 1854329 100.00% 20.861%

16 20.862 3035 3039 3043 rBvV 101604 125909 6.79% 1.416%
17 21.168 3087 3091 3097 rBvV 281994 374024 20.17% 4._.208%
18 21.297 3110 3113 3118 rBV 84986 109754 5.92% 1.235%
19 21.721 3182 3185 3189 rVB 136121 146648 7.91% 1.650%
20 22.168 3258 3261 3267 rVB 209636 254878 13.75% 2.867%

21 22.656 3339 3344 3350 rVB 222319 307656 16.59% 3.461%
22 23.191 3431 3435 3442 rVB 213991 328414 17.71% 3.695%
23 23.362 3458 3464 3473 rBV 219990 427784 23.07% 4.813%
24 23.803 3535 3539 3545 rVB 163423 287662 15.51% 3.236%
25 24.509 3654 3659 3666 rVB2 75896 148379 8.00% 1.669%

Sum of corrected areas: 8888889
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022418.D

Aca On : 29 Aug 2019 21:23

Operator : HP/JU

Sample : K4567-24

Misc :

ALS Vial : 8 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: BM022418.D
1500000
1000000
500000
7.06 283
5.15
8.69
6.72
7.52 10.30
O e o  m  Hl aa mama BR
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM022418.D
19,60
1500000
1000000
12.79 15.70
500000
14.19 16.96
13.66 17.85 19.14
-t -1 -t - e e
Time--> 12.00 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 TIC: BM022418.D
1500000
1000000
500000 21.17 22.17 22.66 233836
21.72 23.80
24.51
20.86 #1.30
r¥——F——7 e e
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022418.D

Aca On : 29 Aug 2019 21:23

Operator : HP/JU

Sample : K4567-24

Misc :

ALS Vial : 8 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.

7.06 102.46 ng 583009 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14

Abundance Scan 692 (7.057 min): BM022418.D (-686) (-) m/z 132.00 100.00%
32
5000 68
0, 5 | T e 9|6 103 680 7.00 7.20 7.0
el e e !!'.'.,..h'.,....,....,.'!..,....,....,'...,.. m/z 68.00 42.58%
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 UL I
6.80 7.00 7.20 7.40
m/z 66.10 41.10%
89 103
""I"'JH“ ""|J'I§?'”I""I""I"%TIJ”"I}}ﬁI""I T
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
680 7.00 7.20 7.0
5000 97 m/z 134.00 34.48%
70
31
| Mst % | 77 s | 105 me |
miz--> 3 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R e Emams o
132 6.80 7.00 7.20 7.40
69 m/z 69.10 23.08%
104
5000
78
T B ‘
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 680 7.00 7.20 7.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022418.D

Aca On : 29 Aug 2019 21:23

Operator : HP/JU

Sample : K4567-24

Misc :

ALS Vial : 8 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 7

R.T. EstConc Area Relative to ISTD R.T.
17.85 11.43 ng 122028 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2527 (17.851 min): BM022418.D (-2520) (-) m/z 73.00 100.00%

55 73
5000 129 13
97
171185 256
H 15 15157 199 | 227 081 17.60 17.80 18.00 18.20
My m/z 41.10 98.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129

17.60 17.80 18.00 18.20

83
m/z 43.10 94 .34%
213
J‘“ 143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
s
43 -
5 17.60 17.80 18.00 18.20
5000 - 129 m/z 60.00 92.61%
’ 15 t 214
L | | |
”w.hﬂhwwkﬂMWuﬂhw:nmwhuﬁ.uwﬂn..”k.”..”w.”w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid i e A ma
43 | 3 17.60 17.80 18.00 18.20
5 m/z 55.00 84 .45%
5000 129
29
199
‘ ‘ 143157171185 242
A5 Ll

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\BM082919\
Data File : BM022418.D

Aca On : 29 Aug 2019 21:23

Operator : HP/JU

Sample : K4567-24

Misc :

ALS Vial : 8 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 12

R.T. EstConc Area Relative to ISTD R.T.
190.14 4.79ng 80529  Chrysene-d12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecanoic acid 284 C18H3602 000057-11-4 92

2 Tetradecanoic acid 228 C14H2802 000544-63-8 52
3 Dodecanoic acid 200 C12H2402 000143-07-7 49
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 2746 (19.139 min): BM022418.D (-2742) (-) m/z 43.05 100.00%

0

5000

129

18.80 19.00 19.20 19.40
m/z 60.00 84.01%

=

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
[ 738
5000 129 B L e e e
18.80 19.00 19.20 19.40
0
. 17f85 241 o84 m/z 41.00 77 .51%
143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73
43 _| RS
18.80 19.00 19.20 19.40
5000 m/z 55.00 75.89%
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61120: Dodecanoic acid R ABma RS
60 18.80 19.00 19.20 19.40
43 m/z 73.00 74 .42%
5000 129
157
29
115
“ ‘ 101 ‘ 143 \ 171 200
15 LYY - meiani e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 80 19. OO 19 20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022418.D

Aca On : 29 Aug 2019 21:23

Operator : HP/JU

Sample : K4567-24

Misc :

ALS Vial : 8 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 Cetene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.86 6.73 ng 125909 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 96
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 87
3 Oxalic acid. octadecvl propvl ester 384 C23H4404 1000309-27-0 87
4 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 87
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87
Abundance Scan 3039 (20.862 min): BM022418.D (-3035) (-) m/z 43.10 100.00%
ile]
69
5000

20.60 20.80 21.00 21.20
329 356
m/z 57.05 99.61%

199 224243261281

m/z--> 50 100 150 200 250 300 350
Abundance #81243: Cetene
a
83
5000 LA L L L L L L L
20.60 20.80 21.00 21.20
1 m/z 55.05 66.32%
15 6! Lo 189 168 196 224
B I e A e T B e
m/z--> 50 100 150 200 250 300 350
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
A EAREE ma S
20.60 20.80 21.00 21.20
5000 83 m/z 41.00 59.44%
111
29
DL 0 )10 167 s 22a 252 280
— e A e e
m/z--> 50 100 150 200 250 300 350
Abundance #204512: Oxalic acid, octadecyl propyl ester A EAREE ma S
43 20.60 20.80 21.00 21.20
m/z 69.10 55.67%
5000 71
97
297
L 1Y 153 182 224 252 279 | 340
— A e e e s A EAREE ma S
m/z--> 50 100 150 200 250 300 350 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 : BM022418.D

Aca On : 29 Aug 2019 21:23

Operator : HP/JU

Sample : K4567-24

Misc :

ALS Vial : 8 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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.30 5.87 ng 109754 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Eicosane 282 C20H42 000112-95-8 94
3 Heptacosane 380 C27H56 000593-49-7 83
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 83
5 Tetracosane 338 C24H50 000646-31-1 81
Abundance Scan 3113 (21.297 min): BM022418.D (-3110) (-) m/z 57.05 100.00%
57
5000 ,ﬁL_vﬁwuw,wﬂAW,,HH/wNwJ\L
LS PN SO B B
155 183 208 233255 281 342 21.00 21.20 21.40 21.60
J, 30 m/z 43.10 83.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57
5000 R BN SR B B
85 21/00 21.20 21.40 21.60
29 m/z 71.10 65.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85 21,00 21.20 21.40 21.60
5000 m/z 85.10 51.39%
113
7 } Lid (111,169 197 225 o53 282
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane R B AN
57 21.00 21.20 21.40 21.60
m/z 41.05 34.01%
29 113 141
VL L 7,141 169 197 225 253 281 309 337 380
m/z--> 50 100 @ 2& 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022418.D

Aca On : 29 Aug 2019 21:23

Operator : HP/JU

Sample : K4567-24

Misc :

ALS Vial : 8 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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.72 7.84 ng 146648 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3185 (21.721 min): BM022418.D (-3182) (-) m/z 57.10 100.00%
57
LA N ISR SRR
21.40 21.60 21.80 22.00
141
il .|| .1.‘. et 193 221 295278303326 357 401 /7 43.05  78.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
7
5000 85 R AR PR R DR
21. 40 21 60 21. 80 22.00
29 m/z 71.05 68.33%
Tl “113‘141 169 197 225 253 281 309 337 365 394
m/z--> 55 100 1éo 260 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl-
57
2140 21.60 21.80 22.00
5000 85 m/z 85.10 51.74%
a1 ||| B4 160 197 239 067 594 323 352
m/z--> 55 160 1éo 260 2%0 360 3%0 460
Abundance #141426: Heneicosane L B e e
57 21.40 21.60 21.80 22.00
m/z 41.10 34.68%
85
29 113
| w || 777,141 169 197 225 953 296
m/z--> % 1& 1% 2& 2% 3& 3% 4m mmmmmmnm '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022418.D

Aca On : 29 Aug 2019 21:23

Operator : HP/JU

Sample : K4567-24

Misc :

ALS Vial : 8 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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.17 13.63 ng 254878 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
3 Eicosane 282 C20H42 000112-95-8 93
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3261 (22.168 min): BM022418.D (-3258) (-) m/z 57.10 100.00%
57
85
5000
113 141 207 21.80 22.00 22.20 22.40
A DRI, 188207 250 282300 337 401 430 | e RS TG g6 7oy
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000 AU AR B
mmnmnmnm
- m/z 71.10 65.34Y%
11 ]113 141 169 197 225 253 338
e 80 100 180 oo oo ao a0 4o
Abundance #140553: 1-lodo-2-methylundecane
57
21'80 22,00 22.20 22.40
5000 m/z 85.10 52.84Y%
85
29 ‘
Al e on e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane T T T T
57 21.80 22.00 22.20 22.40
m/z 41.10 33.81%
5000 85
29
J“ ] | ) 113,141 169 197 225 253 282
m/z--> % 1& ﬁo ﬁ 250 %o m 4& mmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022418.D

Aca On : 29 Aug 2019 21:23

Operator : HP/JU

Sample : K4567-24

Misc :

ALS Vial : 8 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 4
R.T. EstConc Area Relative to ISTD R.T.
22 .66 14.38 ng 307656 Perylene-d12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90
Abundance Scan 3345 (22.662 min): BM022418.D (-3339) (-) m/z 57.05 100.00%
57 P A
5000
HR DAL NN SN S
22.40 22.60 22.80 23.00
oh 238 281 313337 369 /7 43 .10 24970
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57
5000 85 LI BB BB BURBULN LR
nmnmnmmm
29 m/z 71.05 72 .79%
LLL )L 23,041 160 197 205 253 296
miz--> 0 55 160 1éo 260 250 300 3éo 460
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
2240 22.60 22.80 23.00
5000 85 m/z 85.10 50.61%
’ ¥ J1f311%1 183 211 239 267 296
miz--> 0 55 160 1éo 260 250 360 3éo 460
Abundance #209566: Octacosane AR B ER =
57 22.40 22.60 22.80 23.00
m/z 41.10 29.34%
29
] ] | (M3 141 169 197 225 253 281 309 337 365 394
miz--> 0 % 1& ﬁo ﬁ 2% ﬁo ﬁ)4& nmnmnmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022418.D

Aca On : 29 Aug 2019 21:23

Operator : HP/JU

Sample : K4567-24

Misc :

ALS Vial : 8 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 Eicosane, 10-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.19 15.35 ng 328414 Perylene-di12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3435 (23.191 min): BM022418.D (-3431) (-) m/z 57.10 100.00%
57
5000 85 ”
113 22.80 23.00 23.20 23.40 23.60
141 281 . . . . .
ol dbd b L7 209 208 241 261309 340 369 415 | ns7 43.05  77.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 LA NS BRI BN B
22.80 23.00 23.20 23.40 23.60
J m/z 71.10 68.80%
| J1}3. 1?4.183 211 239 281
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43
LIRS R B B
71 22.80 23.00 23.20 23.40 23.60
5000 m/z 85.10 49_17%
99 196
.J..j.d,ﬁ?ﬁt‘*?...l,;2:2?.25?-:.28.0.,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane AN B AR B e
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 27 .13%
h 1 WJ\‘W
29
| ‘ || | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 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 : BM022418.D

Aca On : 29 Aug 2019 21:23

Operator : HP/JU

Sample : K4567-24

Misc :

ALS Vial : 8 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 11 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.80 13.45 ng 287662 Perylene-d12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 95
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3538 (23.797 min): BM022418.D (-3535) (-) m/z 57.10 100.00%
57
5000 VJ\,w,Vdewhawj\u/\q,~ddw~w\w
LRI BRI DAL UM B
155 208 23.40 23.60 23.80 24.00 24.20
b 182 238 276 311 352 77 43 10 77 460
miz--> 0 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 R DU P BRI BN
Bmmmmmmmmm
29 m/z 71.10 70.30%
LI g | 228 141 160 197 225 253 282
miz--> 0 éo 160 1%0 260 250 360 3éo 460
Abundance #141425: Heneicosane
57
23140 23.60 23.80 24.00 24.20
5000 85 m/z 85.10 50.08%
29
|| ‘ M3 141 169 197 225 253 2%
miz--> 0 éo 160 1%0 260 250 360 3éo 460
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R o o R
57 23.40 23.60 23.80 24.00 24.20
m/z 41.05 30.87%
h 1 WWJ\/W
‘ ‘ \1}3 141 183 211 239 267 296
miz--> 0 5'0 1(')0 1&1,0 2(')0 250 3(')0 3&'30 4(')0 23. 40 23. 60 23 80 24. 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022418.D

Aca On : 29 Aug 2019 21:23

Operator : HP/JU

Sample : K4567-24

Misc :

ALS Vial : 8 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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .51 6.94 ng 148379 Perylene-d12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 74
3 Octacosane 394 C28H58 000630-02-4 74
4 Hexacosane 366 C26H54 000630-01-3 74
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 74
Abundance Scan 3659 (24.509 min): BM022418.D (-3654) (-) m/z 57.10 100.00%
57
”3 LU BN SRR
1 ) Llu ln.lll nnln l.' IInnln I|III IIIIIII m/z 43_10 82_77%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane W\Lﬂﬂ
57
5000 U A AU A B
mmmmmmmm
29 m/z 71.05 76.71%
DI 4 13,141 169 197 205 254

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #48851: Dodecane, 2-methyl-

%

24.20 24.40 24.60 24.80

5000 71 m/z 85.10 52.99%
o9 141
e | e
mz-> 0 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane AR
57 24.20 24.40 24.60 24.80
m/z 41.05 31.75%
- T \’W\/\/V\‘/\IVV\J\/W\AA/\
29 113
‘ 141 169 197 225 253 281 309 337 365 394
T T T T T e e e e T e R SN
miz-> 0 50 100 150 200 250 300 350 400 24.20 24.40 24.60 24.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082919\
Data File : BM022418.D

Acq On 29 Aug 2019 21:23

Operator : HP/JU

Sample . K4567-24

Misc :

ALS Vial : 8 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]
unknown? .06 7.06 102.5 ng 583009 1 7.52 113801 20.0
n-Hexadecanoic acid 17.85 11.4 ng 122028 4 16.96 213433 20.0
Octadecanoic acid 19.14 4.8 ng 89529 5 21.17 374024 20.0
Cetene 20.86 6.7 ng 125909 5 21.17 374024 20.0
Heptadecane 21.30 5.9 ng 109754 5 21.17 374024 20.0
Octacosane 21.72 7.8 ng 146648 5 21.17 374024 20.0
Tetracosane 22.17 13.6 ng 254878 5 21.17 374024 20.0
Heneicosane 22.66 14.4 ng 307656 6 23.36 427784 20.0
Eicosane, 10-methyl- 23.19 15.4 ng 328414 6 23.36 427784 20.0
Eicosane 23.80 13.4 ng 287662 6 23.36 427784 20.0
Octadecane 24 .51 6.9 ng 148379 6 23.36 427784 20.0
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