LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019072.D

Acq On : 08 Mar 2019 14:19

Operator : JU/SJ

Sample - K1807-17

Misc :

ALS Vial : 4 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 - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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 height area % max. total
1 5.269 364 371 382 rBV 4384987 6145705 69.46% 8.207%
2 6.851 632 640 656 rBV 4117842 6835461 77.25% 9.128%
3 7.204 693 700 716 rBV 4396522 6839476 77.30% 9.133%
4 7.669 772 779 786 rBV 790765 1206772 13.64% 1.612%
5 7.987 826 833 844 rBV 3189300 4902307 55.40% 6.546%
6 8.839 968 978 989 rBV 2407194 3920173 44.30% 5.235%
7 10.457 1246 1253 1263 rBVY 920896 1520800 17.19% 2.031%
8 12.939 1667 1675 1689 rBV 4973657 7570575 85.56% 10.110%
9 13.786 1813 1819 1829 rBV 244776 372061 4_20% 0.497%
10 14.210 1885 1891 1904 rVvv2 108371 340025 3.84% 0.454%

11 14.321 1904 1910 1923 rVB2 1231132 1951903 22.06% 2.607%
12 15.821 2158 2165 2184 rBV 4437896 6505189 73.52% 8.687%
13 17.074 2373 2378 2385 rBV2 1387683 2135426 24.13% 2.852%
14 17.968 2524 2530 2540 rBV 1616772 2400504 27.13% 3.206%
15 19.056 2711 2715 2720 rBV 148437 182424 2.06% 0.244%

16 19.256 2743 2749 2774 rVB 3010727 4924117 55.65% 6.576%
17 19.715 2821 2827 2838 rBV 7338455 8848342 100.00% 11.816%
18 20.974 3037 3041 3048 rBvV 541595 683225 7.72% 0.912%
19 21.274 3087 3092 3102 rBV 1823721 2327735 26.31% 3.108%
20 21.409 3112 3115 3119 rBV 155160 194113 2.19% 0.259%

21 21.839 3185 3188 3196 rBV 299262 599352 6.77% 0.800%
22 22.303 3263 3267 3272 rVB 357889 444199 5.02% 0.593%
23 22.803 3349 3352 3359 rVB 377569 515449 5.83% 0.688%
24 23.368 3445 3448 3456 rVB 372870 591683 6.69% 0.790%
25 23.515 3468 3473 3484 rVB 1306847 2411628 27.26% 3.220%

26 24.015 3555 3558 3566 rVB 308264 515865 5.83% 0.689%

Sum of corrected areas: 74884509
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019072.D

Acq On : 08 Mar 2019 14:19

Operator : JU/SJ

Sample - K1807-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM019072.D
7000000

6000000

5000000

5.27 7.20
6.85

4000000

7.99

3000000
8.84

2000000

1000000 7.67 10.46
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Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM019072.D

19,72
7000000

6000000

5000000 12.94

15.82
4000000
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3000000

2000000 17.97
1432 1r.07
1000000
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14, L

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019072.D
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4000000

3000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019072.D

Acq On : 08 Mar 2019 14:19

Operator : JU/SJ

Sample - K1807-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.20 Concentration Rank 1

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

7.20 113.35 ng 6839480 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 699 (7.198 min): BM019072.D (-693) (-) m/z 132.00 100.00%
132
68
5000
" % J 680 700 7.20 700 750
54 - - - - -
o B e 27 7, 68.10  52.15%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 BRSNS S AR
6.80 7.00 7.20 7.40 7.60
33 44 105 m/z 66.05 32.14%
60 70 g, “
0”"|'“VW”'h'i'”'|'hy§w'"l"”l""l”"l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 134.00 31.98%
158 189
L L L L UL WL WL L S
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 20.90%
5000 67
41 97
53
NI P
0....“i“. bl f““l‘.‘.“l‘ .‘a,%().?. .“lu.H.|....|....|....|....
m/z--> 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019072.D

Acq On : 08 Mar 2019 14:19

Operator : JU/SJ

Sample - K1807-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1,6-Anhydro-.beta.-D-glucop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.21 3.48 ng 340025 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,6-Anhydro-._beta.-D-glucopyrano... 162 C6H1005 000498-07-7 72
2 Heptanoic acid 130 C7H1402 000111-14-8 59
3 D-Allose 180 C6H1206 002595-97-3 59
4 Methyl _beta.-d-galactopyranoside 194 C7H1406 1000126-04-6 45
5 1,6-Anhydro-._.beta.-d-talopyranose 162 C6H1005 1000133-05-8 45
Abundance Scan 1891 (14.210 min): BM019072.D (-1885) (-) m/z 60.00 100.00%
ep
5000 73 Vvk,vwmw.~/”/\\*»xawwvﬁAﬂA
h 151 13:80 14.00 14.20 14.40 14.60
85 97 166 . . . . .
o e 128 7 XD "m/z 57.00  43.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
5000 AR ML BN I
73 13.80 14.00 14.20 14.40 14.60
29 m/z 73.00 40.04%
19 | 43 g5 98
ol Bl | & e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60
13:80 14.00 14.20 14.40 14.60
5000 73 m/z 43.10 19.87%
o7 4
87
o 51 101 113 130
miz--> 20 40 60 8 100 120 140 160 180
Abundance #42883: D-Allose A B o
60 13.80 14.00 14.20 14.40 14.60
m/z 70.00 18.98%
5000 73
o \H\u Lo 8T 1ms16 1% 163 180
m/z--> 20 40 60 80 100 120 140 160 180 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019072.D

Acq On : 08 Mar 2019 14:19

Operator : JU/SJ

Sample - K1807-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.97 22.48 ng 2400500 Phenanthrene-d10 17.07
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 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2530 (17.968 min): BM019072.D (-2524) (-) m/z 73.00 100.00%
7B
43
5000 °
ﬂ 129
97 213 N AR SN RUUR
115 157171185 256 17.60 17.80 18.00 18.20
143 199 | 227
0...,....','.--|-| 241 | 283 m/z 60.00 70.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 73
5000 29 R R AR AR
ﬂmﬂmmmmm
o7 129 256 m/z 43.05 56.60%
s mr 115 | 143157171185 213597
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
17.60 17.80 18.00 18.20
5000 - 129 m/z 57.10 51.80%
87 242
143 199
101115 157171185
o 59 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid E e E e
78 17.60 17.80 18.00 18.20
m/z 55.10 50.37%
43
5000
129
29 115 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019072.D

Acq On : 08 Mar 2019 14:19

Operator : JU/SJ

Sample - K1807-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.26 42.31 ng 4924120 Chrysene-di12 21.27
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70

4 Eicosane 282 C20H42 000112-95-8 18
5 Nonadecane 268 C19H40 000629-92-5 18
Abundance Scan 2750 (19.262 min): BM019072.D (-2743) (-) m/z 73.00 100.00%
7
43
5000 129
i we L 15500 19,20 1640 1960
157 213 : : : :
o! Mrad ot 227 | o, l 266 | 34 m/z 60.00 69.59%
miz--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
48 7
5000 129 T 1T LI L L L BB
19.00 19.20 19.40 19.60
H 185 a1 m/z 43.10 62.21%
0 |15| \‘I HI hl\ H“ u‘h\ M\ . :IL57 \ ‘. \|2|13| L .‘ 2|6|5 .“. ————
miz--> 50 100 150 200 250 300 350
Abundance
43 73
T e R
19.00 19.20 19.40 19.60
5000 m/z 57.10 60.80%
129 242
97 199
0 153171 224
e T o e e L R
miz--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid T T
73 19.00 19.20 19.40 19.60
43 m/z 55.10 52.84%
5000 129
185 228
LS L
NI 9| VI O 2 S A
miz--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019072.D

Acq On : 08 Mar 2019 14:19

Operator : JU/SJ

Sample - K1807-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.97 5.87 ng 683225 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 3040 (20.968 min): BM019072.D (-3037) (-) m/z 57.10 100.00%
57, 83
5000 111 J\__’i\’ﬁ
NN SRR UGS
139 168 207 20.60 20.80 21.00 21.20
oLt il 5 by 230 281 843 401 430 | Th/z 69.10  94.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene
43 o7
69
5000 NN SRR SUGE
20.60 20.80 21.00 21.20
125 m/z 83.10 93.54%
ol1s | LiLL ‘\ 194 182 210 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 20.60 20.80 21.00 21.20
5000 m/z 55.10 86.53%
111
. 29 139 169 519238 o,
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester L B o e
4 20.60 20.80 21.00 21.20
69 m/z 43.10 81.83%
97
5000
125
04 j I LH L k1$3 196 224
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019072.D

Acq On : 08 Mar 2019 14:19

Operator : JU/SJ

Sample - K1807-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.84 5.15 ng 599352 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
4 Dodecane 170 C12H26 000112-40-3 83
5 Heptacosane 380 C27H56 000593-49-7 81

Abundance Scan 3188 (21.839 min): BM019072.D (-3185) (-) m/z 57.10 100.00%

5000

21.60 21.80 22.00 22.20
m/z 71.10 89.42%

113
o 141169 207 256 296323 356 387 429

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

489

Abundance #115570: Heneicosane
57
85
5000 LA L L L L LB
21. 60 21. 80 22. OO 22 20
29 m/z 85.10 58.66%
0 \‘ | ‘ “\ h h‘ H‘ \ \1\169 197225 253 296
R S B LA A e o o
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
R S N EBERE e
21.60 21.80 22.00 22.20
5000 85 m/z 43.10 53.82%
113
141 183211239 267 296
O~ T T T T T T T T T

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

Abundance #123100: Pentadecane, 8-heptyl- R EEEES
21.60 21.80 22.00 22.20

m/z 55.10 21.81%

5000

10

239266 309
m/z--> 0 50 100 150 200 250 300 350 400 450 21. 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019072.D

Acq On : 08 Mar 2019 14:19

Operator : JU/SJ

Sample - K1807-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.30 3.82 ng 444199 Chrysene-di2 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 3266 (22.297 min): BM019072.D (-3263) (-) m/z 57.10 100.00%
g7
85
5000

22.00 22.20 22.40 22.60

113
LL [i7241160197225254281 305 369399429 476 535

QU W D N A 0 ne it L MRS S LS RS SR m/z 71.10 92.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 LI B L L L L L L L

22. 00 22. 20 22. 40 22 60
m/z 85.10 58.61%
‘J H\

12?155133 225253 295 337

Ot ERE IR o o e o e B e o e I
m/z--> 5 100 150 200 250 300 350 400 450 500 550
Abundance
57
R RREEE s
22.00 22.20 22.40 22.60
5000 a5 m/z 43.10 53.41%
29 113
0 141169197225253281309338
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155178: Octacosane A Emma s e
22.00 22.20 22.40 22.60
m/z 55.10 23.47%
5000 85

| 113141160107225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22,00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019072.D

Acq On : 08 Mar 2019 14:19

Operator : JU/SJ

Sample - K1807-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown22.80 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.80 4.27 ng 515449 Perylene-d12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
3 Docosane, 5-butyl- 366 C26H54 055282-16-1 90
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 3351 (22.797 min): BM019072.D (-3349) (-) m/z 57.10 100.00%

57
85
5000

113 22.40 22.60 22.80 23.00 23.20
141169197225 : : : : :
O JL L iSrzes 267 309341 399430 491 835 | "m/z 71.10 97.43%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
57
85
5000 TT T T[T T I T [T T T T[T T TT[TT
2240 22160 22.80 23.00 23.20
- m/z 85.10 65.72%
0 \‘ | ‘ “\ h h’lu‘ \ \1\169197225253 296
e e = e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
e
71 22.40 22.60 22.80 23.00 23.20
5000 m/z 43.10 55.47%
99 196
o 127155 | 295252280
T T T T T e T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #147094: Docosane, 5-butyl- A B o
43 22.40 22.60 22.80 23.00 23.20
- m/z 55.10 24 _48%
- \N\W’WNVA/\/\W"W
126
99 309
o 155183211239 280 | 337364
T T T T T T T e T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 2240 2260 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019072.D

Acq On : 08 Mar 2019 14:19

Operator : JU/SJ

Sample - K1807-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.37 4.91 ng 591683 Perylene-di12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90

Abundance Scan 3448 (23.368 min): BM019072.D (-3445) (-) m/z 57.10 100.00%

5000

23.00 23.20 23.40 23.60
m/z 71.10 92 .27%

o 141169 208239267 300341369 402431 477 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane

5

5000 T

85 23.00 23.20 23.40 23.60
m/z 85.10 61.81%
29
0 | || 113141169197225253281 323351380
e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
AN N .-——
23.00 23.20 23.40 23.60
5000 g5 m/z 43.10 55.99%
113 \
o 141160197 239567206323352
T T e T P e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane L B o
23.00 23.20 23.40 23.60
m/z 55.10 21 .54%
5000

%

141169197225053 296
I~ T TTTrT L TTTrT TT 1T I T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 2320 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019072.D

Acq On : 08 Mar 2019 14:19

Operator : JU/SJ

Sample - K1807-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tridecane, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24.02 4.28 ng 515865 Perylene-d12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 93
2 Eicosane 282 C20H42 000112-95-8 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86
5 Octacosane 394 C28H58 000630-02-4 86

Abundance Scan 3559 (24.021 min): BM019072.D (-3555) (-) m/z 71.10 100.00%

5000

-

99

281 23.80 24.00 24.20 24.40
313 356 403 477 : : :
431 535 m/z 57.10 99.06%

127155 192 236

0!

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99478: Tridecane, 7-hexyl-
57
29
5000 85 LA L L L L LB
23.80 24.00 24.20 24.40
182 m/z 85.10 66.46%
Ll e | o1iseze
T T e e T T T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
 E  EREEmmEsa
23.80 24.00 24.20 24.40
5000 m/z 43.10 57.17%
85
29
o 113141 169197225253 282
s B A L e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #55010: Tetradecane  E  EREEmmEsa

23.80 24.00 24.20 24.40
m/z 99.10  23.55%

5000

:

I T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019072.D

Acq On : 08 Mar 2019 14:19

Operator : JU/SJ

Sample - K1807-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .20 7.20 113.3 ng 6839480 1 7.67 1206770 20.0
1,6-Anhydro-._beta... 14.21 3.5 ng 340025 3 14.32 1951900 20.0
n-Hexadecanoic acid 17.97 22.5 ng 2400500 4 17.07 2135430 20.0
Octadecanoic acid 19.26 42.3 ng 4924120 5 21.27 2327740 20.0
1-Nonadecene 20.97 5.9 ng 683225 5 21.27 2327740 20.0
Heneicosane 21.84 5.2 ng 599352 5 21.27 2327740 20.0
Heneicosane, 11-(... 22.30 3.8 ng 444199 5 21.27 2327740 20.0
unknown22 .80 22.80 4.3 ng 515449 6 23.52 2411630 20.0
Heptacosane 23.37 4.9 ng 591683 6 23.52 2411630 20.0
Tridecane, 7-hexyl- 24.02 4.3 ng 515865 6 23.52 2411630 20.0
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