LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO30519\
Data File : BM019067.D
Aca On : 06 Mar 2019 11:49 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
3?22'6 : K1705-02 EXT-028-SW003-022719
ALS Vial : 14 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-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 heiaht area % max. total
1 5.269 365 371 386 rBVY 3729779 5487360 58.43% 6.455%
2 6.852 633 640 662 rBY 3671328 6249372 66.55% 7.352%
3 7.210 693 701 719 rBVY 3837241 6172565 65.73% 7.261%
4 7.675 773 780 787 rBVY 1247668 1980079 21.08% 2.329%
5 7.987 826 833 846 rBY 2661013 4359119 46.42% 5.128%
6 8.840 971 978 994 rBVY 2032903 3505813 37.33% 4.124%
7 10.457 1246 1253 1267 rBV 1547048 2615300 27.85% 3.077%
8 12.940 1666 1675 1691 rBVY 4591614 6860469 73.05% 8.071%
9 13.792 1814 1820 1827 rBV 182549 280077 2.98% 0.329%
10 14.328 1900 1911 1927 rBV2 2171396 3362570 35.81% 3.956%

11 15.828 2159 2166 2184 rBV 3974859 5953589 63.40% 7.004%
12 17.080 2373 2379 2385 rBV 2685113 3884163 41.36% 4 _569%
13 17.975 2524 2531 2541 rBV 750674 1252857 13.34% 1.474%
14 19.145 2726 2730 2735 rVB 113935 169286 1.80% 0.199%
15 19.257 2744 2749 2764 rBV 473521 821511 8.75% 0.966%

16 19.510 2789 2792 2802 rVB 97771 145451 1.55% 0.171%
17 19.716 2821 2827 2837 rBV 7600105 9391057 100.00% 11.048%
18 20.516 2959 2963 2966 rVB 105047 122214 1.30% 0.144%
19 20.974 3037 3041 3051 rBvV 975321 1296746 13.81% 1.525%
20 21.186 3073 3077 3081 rBV 326309 366991 3.91% 0.432%

21 21.280 3087 3093 3104 rBV 3415377 4459437 47 .49% 5.246%
22 21.415 3112 3116 3121 rBV 793476 883584 9.41% 1.039%
23 21.845 3185 3189 3192 rBV 1349345 1671911 17.80% 1.967%
24 22.310 3263 3268 3273 rBV 1750707 2278138 24.26% 2.680%
25 22.809 3348 3353 3358 rBV 1778683 2563850 27.30% 3.016%

26 23.374 3444 3449 3455 rBV 1414522 2336074 24.88% 2.748%
27 23.521 3468 3474 3488 rVB 1810740 3576757 38.09% 4.208%

28 24.021 3553 3559 3567 rVB 1060414 1980377 21.09% 2.330%
29 24.768 3680 3686 3694 rBV 468910 978179 10.42% 1.151%

Sum of corrected areas: 85004896
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

: Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO30519\

: BM0O19067.D

: 06 Mar 2019 11:49

- JUu/SJ

K1705-02 EXT-028-SW003-022719
- 14 Sample Multiplier: 1

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

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM019067.D

5.27 6.85 /-21

7.99

8.84

10.46
7.68

)

0
Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 9.0

10.00 10.50 11.00 11.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM019067.D

19,72

12.94
15.83

17.08

17.97

19.26

19. 19.@ 20.5:

13.79

A
T

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

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM019067.D

21.28

23.52
23.3

2231 2281

24.02
24.77
VAN

Time-->

21.00 2150 22.00 2250 23.00 2350 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\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019067.D

Aca On : 06 Mar 2019 11:49

Operator : JU/SJ

3?22 le K1705-02 EXT-028-SW003-022719
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 unknown7.21 Concentration Rank 1

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

7.21 62.35 ng 6172570 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 701 (7.210 min): BM019067.D (-693) (-) m/z 132.00 100.00%
132
5000 68
40 %6 6.80 7.00 7.0 7.40 T7.60
54 . . . .
8 307 e o | m/z 68.10  49.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methy!-
132
5000 I UL R IR I

6.80 7.00 7.20 7.40 7.60
m/z 134.00  33.34%

15 28 39 52 03 77 90 104,

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl
57 132
24 e e
6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.10 30.92%
SESSRNESNN Ul V10 e o
m/z--> 20 40 100 120 140 160 180 200
Abundance #13679. 5-Fluoro-2-chloropyrimidine F e e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 20.13%
5000
33 44 105 ‘
,‘,56;‘3,0‘,“, S AL VNN 1
m/z--> 20 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\BMO30519\

Data File : BM019067.D

Aca On : 06 Mar 2019 11:49

Operator : JU/SJ

3?22 le K1705-02 EXT-028-SW003-022719
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.97 6.45 ng 1252860 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 Dodecane 170 C12H26 000112-40-3 11
5 Hexadecane 226 C16H34 000544-76-3 11
Abundance Scan 2530 (17.969 min): BM019067.D (-2524) (-) m/z 73.00 100.00%
78
43 ¢
5000
129
97 AR AR R AR
| ﬂ 115 143157171135199213227 256 081 17%0 17%0 1500 1850 '
el m/z 60.00 72.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 78
5
5000{ 29 256 L DU BRI UL B B

17.I60 17.I8O 18.IOO 18.20
m/z 43.05 58.00%

21
1431571711851 g

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 73

B

17.60 17.80 18.00 18.20
5000 129 m/z 55.05 54 _.65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

B

Abundance #65565: Tridecanoic acid R EEREE EEEEs R LS S
73 17.60 17.80 18.00 18.20
m/z 57.05 52 _.59%
43 5
5000 129
29 171
/ 15 214
| T 01 ‘ 143157 ‘ 185
117 S A W N S

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\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019067.D

Aca On : 06 Mar 2019 11:49

Operator : JU/SJ

3?22 le K1705-02 EXT-028-SW003-022719
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.26 3.68 ng 821511 Chrysene-di12 21.28
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 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 Eicosane 282 C20H42 000112-95-8 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52

Abundance Scan 2750 (19.263 min): BM019067.D (-2744) (-) m/z 73.00 100.00%

73

5000

%

19.00 19.20 19.40 19.60
m/z 60.00 68.23%

m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
44_3 73
5000 129 LIS L L L L LN
9 19.00 19.20 19.40 19.60
’ 185 sy 224 m/z 43.05 61.20%
15 L1257 | 213 | 265 \
L e I e
m/z--> 50 100 150 200 250 300 350
Abundance #83683: Pentadecanoic acid
43 73
T T

19.00 19.20 19.40 19.60

5000 m/z 57.05 58.66%
129 242
LT | asr T
SRV - D
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R Ra e st
43 19.00 19.20 19.40 19.60
m/z 55.05 54 _.22%
73
5000 o84
129
185
213 241
“H‘H%\..‘ LT ees | s e e el
m/z--> 50 100 150 200 250 300 350 19. OO 19 20 19. 40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019067.D

Aca On : 06 Mar 2019 11:49

Operator : JU/SJ

3?22 le K1705-02 EXT-028-SW003-022719
ALS Vial : 14 Sample Multiplier: 1

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

Quant Method
Quant Title

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 5 Pentafluoropropionic acid, ... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.97 5.82 ng 1296750 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 76
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 76
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 68
4 1-Nonadecanol 284 C19H400 001454-84-8 64
5 1-Octadecanol 270 C18H380 000112-92-5 64

Abundance Scan 3040 (20.968 min): BM019067.D (-3037) (-) m/z 57.05 100.00%
57
83
5000
VN AU UL SUURRE
139 207228 281 20.60 20.80 21.00 21.20
oL, 168 252 302326 355 401 429 m/z 43.05 75820
m/z--> 50 100 150 200 250 300 350 400
Abundance #156888: Pentafluoropropionic acid, heptadecy! ester
57
83
111 20.60 20.80 21.00 21.20
- l m/z 71.10 71.72%
e J.l,.l.l.l'i.'g...l@..,2%9.2?8,..2.8%,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83 20.60 20.80 21.00 21.20
5000 m/z 69.10 70.13%
111
29 169 238
..L,..J.i,l.??gu.a..?%"... I
m/z--> 50 100 150 200 250 300 350 400
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester LT TR TR
43 20.60 20.80 21.00 21.20
m/z 83.10 66 .06%
69
5000
97
[ ‘ | | 1'% 154 183 204 252
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\BMO30519\

Data File : BM019067.D

Aca On : 06 Mar 2019 11:49

Operator : JU/SJ

3?22 le K1705-02 EXT-028-SW003-022719
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.42 3.96 ng 883584 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
4 Heneicosane 296 C21H44 000629-94-7 76
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72

Abundance Scan 3117 (21.421 min): BM019067.D (-3112) (-) m/z 57.10 100.00%

57
5000
L

“ |7,141169 208 239 281 309

21.20 21. 40 21. 60 21. 80

Ok b A L, 230 280309 88 A A m/z 71.05 90.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #73968: Hexadecane
57

85 ....A.... et
5000 !
2120 2140 21.60 21.80

m/z 85.10 64 .70%

113
R 8 il 1
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane
57 J\
.”.,”........”,.”
21.20 21.40 21.60 21.80
5000 m/z 43.05 58.67%
85
29
2| || ] 113141 169 197 225 253 281 323 351 380
e A e e e e e e e T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- AR AREEE . TS
43 21.20 21. 40 21. 60 21. 80
m/z 55.10 27 .43%

71
5000
‘ J | ‘127‘155 183 225253 295 337

m/z--> 50 100 150 200 250 300 350 400 450 21. 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019067.D

Aca On : 06 Mar 2019 11:49

Operator : JU/SJ

3?22 le K1705-02 EXT-028-SW003-022719
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.84 7.50 ng 1671910 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Eicosane. 3-methvl- 296 C21H44 006418-46-8 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 83
Abundance Scan 3188 (21.839 min): BM019067.D (-3185) (-) m/z 57.10 100.00%
g7
85
5000 _Jl
113 21,60 21.80 22.00 22.20
141
ML 160107 225053281300 358 402430 461 503 | pn 7710 86. 700
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #151556: Heptacosane ‘A
57
5000 ‘Jl- S AR AL A
85 21'60 21.80 22.00 22.20
m/z 43.05 58.40%
29 113141169 107 225253281 323 351 380
m/z--> 56 100 150 200 250 300 350 400 450 500
Abundance #123100: Pentadecane, 8-heptyl- ‘A
21,60 21.80 22.00 22.20
5000 85 m/z 85.10 58.29%
13141169 210 539566 309
m/z--> 50 100 150 200 250 300 350 400 450 500 Jl;, J
Abundance #115573: Eicosane, 3-methyl- T
57 21'60 21.80 22.00 22.20
m/z 41.10 21.83%
5000
85
‘ 113141169 197 23926 294
m/z--> 56 160 150 200 250 300 350 400 450 500 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019067.D

Aca On : 06 Mar 2019 11:49

Operator : JU/SJ

3?22 le K1705-02 EXT-028-SW003-022719
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 Eicosane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.31 10.22 ng 2278140 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3268 (22.310 min): BM019067.D (-3263) (-) m/z 57.10 100.00%

85
5000

141 169 197 22.00 22.20 22.40 22.60
0 ||l|||| P D225 258261 523351 394 431 489 | sz 71.10  90.37%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155179: Eicosane, 9-octyl-
43
71
5000 LA L L L L L L L LB L L |
22.00 22.20 22.40 22.60
281 m/z 85.10 63.31%
9 127 238
;147 155 183 211 <3 | 309336 365392
A e e et e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #130022: Heptadecane, 9-hexyl-
43
R REEEE Ry
71 22.00 22.20 22.40 22.60
5000 m/z 43.10 55.64%

99
M ummmnmmmm

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115577: Pentadecane, 8-hexyl- NS e e e
43 22.00 22.20 22.40 22.60
- m/z 55.10 23.70%
5000
99 196
‘ | 127155 | 225252 280
L B B s T
m/z--> 50 100 150 200 250 300 350 400 450 22. 00 22. 20 22. 40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019067.D

Aca On : 06 Mar 2019 11:49

Operator : JU/SJ

3?22 le K1705-02 EXT-028-SW003-022719
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 Pentadecane, 8-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.81 14.34 ng 2563850 Perylene-di12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 86
Abundance Scan 3353 (22.809 min): BM019067.D (-3348) (-) m/z 57.05 100.00%
57
85
5000
113 22.40 22.60 22.80 23.00 23.20
141
Obrry il [ 241100197205 a7205303351  aoaaz0  as9  sa9 | s S 01%0"" g9 aei
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43
71
5000 UL R U N
2240 22,60 22.80 23.00 23.20
m/z 85.05 59.84%
99 196
AT | pesosze0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136481: Tetracosane
22.40 22.60 22.80 23.00 23.20
5000 P m/z 43.10 54 .54Y%
113141169197225253281309338
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane T T
57 2240 22'60 22,80 23.00 23.20
m/z 55.10 22.88%
5000
85
29 JJ113141169197225253281 323351380

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 40 22. 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019067.D

Aca On : 06 Mar 2019 11:49

Operator : JU/SJ

3?22 le K1705-02 EXT-028-SW003-022719
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.37 13.06 ng 2336070 Perylene-di12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87

Abundance Scan 3448 (23.368 min): BM019067.D (-3444) (-) m/z 57.10 100.00%

5000

23.00 23.20 23.40 23.60
m/z 71.10 89.36%

o 141169 207239 281 323 365 401430 475 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane

5000 R RN RRARS
23. OO 23. 20 23 40 23.60

m/z 85.10 59.62%

141169197225053 296

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

Abundance #151556: Heptacosane
57
e L RERR RaE
23.00 23.20 23.40 23.60
5000 m/z 43.10 53.67%
85
29
‘ J J113141169197225253281 323351380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #130022: Heptadecane, 9-hexyl- S e SR T T
43 23.00 23.20 23.40 23.60
m/z 55.10 23.63%
71
5000
99 210
| 127155182 239267296323
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. OO 23. 20 23 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019067.D

Aca On : 06 Mar 2019 11:49

Operator : JU/SJ

3?22 le K1705-02 EXT-028-SW003-022719
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 Heneicosane, 11-(1-ethylpro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.02 11.07 ng 1980380 Perylene-d12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3559 (24.021 min): BM019067.D (-3553) (-) m/z 57.10 100.00%

57
85
5000

113 23.80 24.00 24.20 24.40
141169 211
N n...1|,.1|.4.4,‘.‘...,..???..2?‘.2399.3?3.7,3.6?..40?‘.‘3.9,....,...“?‘,‘9 m/z 71.10 90.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43

%

5000
23.80 24.00 24.20 24.40
m/z 85.05 60.73%
99 127 196
| 41155 | 225253280
I o o e e o o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane
N R ey
23.80 24.00 24.20 24.40
5000 m/z 43.10 52.10%

85

113141169197205253281 323351380

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

Abundance #123100: Pentadecane, 8-heptyl- A R R e S
23.80 24.00 24.20 24.40

m/z 69.10 22.83%

-

5000

-

10

239267 309
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. 80 24 00 24. 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019067.D

Aca On : 06 Mar 2019 11:49

Operator : JU/SJ

3?22 le K1705-02 EXT-028-SW003-022719
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 12 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

24.77 5.47 ng 978179 Perylene-d12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Octacosane 394 C28H58 000630-02-4 80
4 Heptacosane 380 C27H56 000593-49-7 74
5 Octadecane 254 C18H38 000593-45-3 68

Abundance Scan 3686 (24.768 min): BM019067.D (-3680) (-) m/z 57.10 100.00%

-

5000
99
141 208 24.40 24.60 24.80 25.00
Olprrrhy ],J A28 207 3%6 430 490 49 m/z 71.05 92.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane

24.40 24.60 24.80 25.00
m/z 85.10 61.50%

2 296
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
517
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_
24.40 24.60 24.80 25.00
5000 m/z 43.10 53.07%

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

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane e e e
517 24.40 24.60 24.80 25.00

m/z 55.10 25.08%

.

5000

-

99
26 ] |, 4 183 225 281 337 394

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24 40 24. 60 24 80 25. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO30519\

Data File : BM019067.D

Acq On : 06 Mar 2019 11:49

Operator : JU/SJ

3?22 le - K1705-02 EXT-028-SW003-022719
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119._M
Quant Title : 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]
unknown7 .21 7.21 62.4 ng 6172570 1 7.68 1980080 20.0
n-Hexadecanoic acid 17.97 6.5 ng 1252860 4 17.08 3884160 20.0
Octadecanoic acid 19.26 3.7 ng 821511 5 21.28 4459440 20.0
Pentafluoropropio... 20.97 5.8 ng 1296750 5 21.28 4459440 20.0
Hexadecane 21.42 4.0 ng 883584 5 21.28 4459440 20.0
Heptacosane 21.84 7.5 ng 1671910 5 21.28 4459440 20.0
Eicosane, 9-octyl- 22.31 10.2 ng 2278140 5 21.28 4459440 20.0
Pentadecane, 8-he... 22.81 14.3 ng 2563850 6 23.52 3576760 20.0
Heneicosane 23.37 13.1 ng 2336070 6 23.52 3576760 20.0
Heneicosane, 11-(... 24.02 11.1 ng 1980380 6 23.52 3576760 20.0
Tetratetracontane 2477 5.5 ng 978179 6 23.52 3576760 20.0
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