LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021919\
Data File : BM018856.D

Aca On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample : K1515-02

Misc :

ALS Vial : 5 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 4.857 296 301 317 rVB 241098 366344 2.07% 0.338%
2 5.298 369 376 388 rBVY 6246400 8938014 50.58% 8.241%
3 6.881 637 645 663 rBY 6141509 9810254 55.51% 9.046%
4 7.240 698 706 721 rBVY 6409049 9932648 56.20% 9.159%
5 7.704 778 785 793 rBVY 1067741 1670482 9.45% 1.540%
6 8.022 831 839 848 rBY 4394614 6936977 39.25% 6.396%
7 8.875 975 984 1001 rBVY 3475111 5839199 33.04% 5.384%
8 10.492 1251 1259 1272 rBV 1302809 2244957 12.70% 2.070%
9 12.969 1673 1680 1700 rBV 8440513 12271673 69.44% 11.315%
10 13.821 1816 1825 1837 rBvV 301144 508098 2.88% 0.469%

11 14.351 1905 1915 1928 rBV2 1806620 2900691 16.41% 2.675%
12 15.851 2163 2170 2195 rBV 6965532 10176928 57.59% 9.384%
13 17.104 2377 2383 2399 rBV 2374702 3495309 19.78% 3.223%
14 17.998 2529 2535 2546 rBV 1135305 1663264 9.41% 1.534%
15 19.280 2748 2753 2768 rBV 470352 780540 4.42% 0.720%

16 19.739 2825 2831 2839 rBV 15440830 17672634 100.00% 16.295%
17 20.533 2962 2966 2971 rBV 153386 183691 1.04% 0.169%
18 20.997 3041 3045 3059 rBV 1674665 2305149 13.04% 2.126%
19 21.297 3090 3096 3106 rBV 3064205 3954544 22 _.38% 3.646%
20 21.433 3116 3119 3127 rBV 333896 377987 2.14% 0.349%

21 21.868 3189 3193 3196 rBV 426090 516360 2.92% 0.476%
22 22.333 3268 3272 3276 rVB 403308 518319 2.93% 0.478%
23 22.839 3354 3358 3362 rVB 419036 567561 3.21% 0.523%
24 23.403 3450 3454 3462 rVB 329485 504333 2.85% 0.465%
25 23.550 3473 3479 3488 rVB 1722416 3212511 18.18% 2.962%

26 24.056 3561 3565 3571 rVB 285877 500373 2.83% 0.461%
27 24.156 3578 3582 3594 rVB2 273537 602761 3.41% 0.556%

Sum of corrected areas: 108451601
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018856.D

Aca On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample : K1515-02

Misc :

ALS Vial : 5 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

Abundance TIC: BM018856.D
1.4e+07
1.2e+07

1le+07
8000000

5.30 6.88 7.24
6000000

8.02
4000000 8.87

2000000 270 10.49
4.86

ot e e

T I
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018856.D

19,74
1.4e+07

1.2e+07

1e+07

12.97

8000000
15.85

6000000

4000000

14.35 17,10
2000000 . 18.00

13.82 A 19.28 20.5

O o o L I o e o e o B e B L s o B L. e o ey e e e

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: BM018856.D

1.4e+07
1.2e+07

1le+07
8000000
6000000

4000000 21.30
23.55

2000000{ 21.00
143 21.87 2233 22.84 234 22086
M A A A AN

O - = S

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\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018856.D

Aca On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample : K1515-02

Misc :

ALS Vial : 5 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4._86 4.39 ng 366344 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23

Abundance Scan 301 (4.857 min): BM018856.D (-296) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.60 4.80 5.00 5.20
e bl e 838 200 Tm/z 59.10  70.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L U AN LN A
59 460 480 500 5.20
m/z 101.10 27 .12%
15 4 101
83
i Ll L L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine
43 50
460 480 500 520
5000/ 18 m/z 58.00 16.82%
1
"”“'ﬁ“ﬂ*'“i"“l"“l"“l"”l"”l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3950: 2,3-Butanedione, monooxime SRR RRREE TR e
43 4.60 4.80 5.00 5.20
m/z 41.05 9.69%
5000
101
15 ]
| 28 69 84 |
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018856.D

Aca On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample : K1515-02

Misc :

ALS Vial : 5 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 2 unknown7.24 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.24 118.92 ng 9932650 1,4-Dichlorobenzene-d4 7.70
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 2-Cvclohexen-1-one 96 C6HB80 000930-68-7 11
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 706 (7.240 min): BM018856.D (-698) (-) m/z 132.00 100.00%
132
5000 68
40 % 700 720 7.40 7.60
54 . . .
.':,f??.l,':.l.l.ﬁ..'.,....,....,....,?0.7.. m/z 68.10 51.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 UL UL UL R

7.00 7.20 7.40 7.60
m/z 134.00 32.68%

15 28 39 52 83 77 00 104,

" I Al o inl
LA e L B L B L B

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl
57 132
A m L EREas ma
74 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.00 32.16%
S VIR O A N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine R mmaa e
132 7.00 7.20 7.40 7.60
m/z 69.05 21 .30%
5000
33 44 o 105
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018856.D

Aca On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample : K1515-02

Misc :

ALS Vial : 5 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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.00 9.52 ng 1663260 Phenanthrene-d10 17.10
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 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 42
Abundance Scan 2535 (17.998 min): BM018856.D (-2529) (-) m/z 73.00 100.00%
73
43 ¢
5000
129
97 213 AR AR AR AR
| ﬂ 115 | 43157171185, 99 | 907 256 283 17.I60 17.|80 18.IOO 18.|20 18.|40
S m/z 60.00  70.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
51
5000 29 256 AR AR AU B
ﬂmﬂmmmmmmm
21 m/z 43.05 58.15%
143197171185, 49
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 55 73
17.60 17.80 18.00 18.20 18.40
5000 - 129 m/z 57.10 53.57%
rr I‘I . |‘|‘i‘| IHIH‘I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid RERRE RS EE
73 17.60 17.80 18.00 18.20 18.40
m/z 55.05 50.45%
43 57
5000
129
29 ‘ 115 171 214
185
sl ‘.. M‘” 2 W | S | S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018856.D

Aca On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample : K1515-02

Misc :

ALS Vial : 5 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.28 3.95 ng 780540 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 30

Abundance Scan 2753 (19.280 min): BM018856.D (-2748) (-) m/z 73.00 100.00%

5000

19.00 19.20 19.40 19.60
m/z 60.00 67.31%

m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
44_3 73
5000 129 LA L L L L L LB LB
9 19. OO 19 20 19. 40 19 60
’ 185 sy 224 m/z 43.05 63.19%
15 L1257 | 213 | 265 \
plt ol —
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43 73
AR EREEEEE
19.00 19.20 19.40 19.60
5000 129 m/z 57.10 61.55%
199 242
157
Ll Wim [ P
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester LN R e e s
43 19.00 19.20 19.40 19.60
m/z 55.05 57.30%
73
5000 o84
129
185
213 241
“Hm‘\”‘ ‘..‘..‘,.\.‘.. 265 | 81 372
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\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018856.D

Aca On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample : K1515-02

Misc :

ALS Vial : 5 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 6 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.00 11.66 ng 2305150 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91

4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91

Abundance Scan 3045 (20.997 min): BM018856.D (-3041) (-) m/z 57.10 100.00%

57 8
5000
111

l 139 20. 60 2080 21. OO 21. 20 21. 40
168 207
A A AL [P 68 207 252280  sar 401430 475 | T g3 05 91.16%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #98170: 1-Nonadecene

4

5000 ------------------
J 111 20. 60 2080 21. OO 21. 20 21. 40

m/z 69.05 89.21%

l l [139 168 266
A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69

97 20.60 20.80 21.00 21.20 21.40
5000 m/z 55.10 80.52%
125
ﬁ LAddd )L 258 196224
L B e e B e ML N o B o o o e |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106400: 3-Eicosene, (E)-
57 20.60 20.80 21.00 21.20 21.40
83 m/z 43.05 79.18%
5000
29 111
J l ] ] | J 1139 167 196 224 252 280 /\ _/k

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

8270-BM021119.M Wed Feb 20 14:08:05 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018856.D

Aca On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample : K1515-02

Misc :

ALS Vial : 5 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 7 Hexadecane, 5-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.87 2.61 ng 516360 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Tricosane 324 C23H48 000638-67-5 87
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 3193 (21.868 min): BM018856.D (-3189) (-) m/z 57.10 100.00%
g7
85
5000
113 21.60 21.80 22.00 22.20
141 207 281
AL e 207 263281500 ss6 367 ast arss0s | 71 05 8. S8d
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107657: Hexadecane, 5-butyl-
43
71
5000
21.60 21.80 22.00 22.20
126 - m/z 85.10 56.81%
1% | 155183 | 253280
m/z--> 50 160 1éo 200 250 300 350 400 450 500
Abundance #155178: Octacosane
7
21.60 21.80 22.00 22.20
5000 g5 m/z 43.10 56.62%
29
'l Ju1}3141169197225253281309337365394
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #130016: Tricosane R B R R s

21.60 21.80 22.00 22.20
m/z 55.10 24 _.07%

5000

324
141169197 239267 595

m/z--> 50 100 150 200 250 300 350 400 450 500 21 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018856.D

Aca On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample : K1515-02

Misc :

ALS Vial : 5 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 8 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.33 2.62 ng 518319 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 3272 (22.333 min): BM018856.D (-3268) (-) m/z 57.10 100.00%
57
85
5000

22.00 22.20 22.40 22.60

113
IJ J] ['°241169 207 230066295 344 399 431 475503

O D O e m/z 71.05 88.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
5000

22.00 22.20 22.40 22.60
m/z 85.10 59.91%

141169197 225253 296

m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123100: Pentadecane, 8-heptyl-

22.00 22.20 22.40 22.60
5000 85 m/z 43.10 54 _.95%

113 210
141169 239266 309

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #142113: Heptadecane, 9-octyl- T T T T
57 22.00 22.20 22.40 22.60

m/z 55.10 22 .50%

5000 85

113
10141169197 239267004 323 352

L e e e B S B i o T T T T T T T T

I T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018856.D

Aca On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample : K1515-02

Misc :

ALS Vial : 5 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 9 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.84 3.53 ng 567561 Perylene-di12 23.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Docosane. 5-butvl- 366 C26H54 055282-16-1 90
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
5 Heneicosane, l1ll-pentyl- 366 C26H54 014739-72-1 90
Abundance Scan 3358 (22.839 min): BM018856.D (-3354) (-) m/z 57.10 100.00%

[6)]
~

5000
141169 197 281 22.60 22.80 23.00 23.20
Ol el h 225253 323 358 415 476503 m/z 71.10 87_.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane

22.60 22.80 23.00 23.20
m/z 85.05 62 .04%

141169197 225253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #160628: Triacontane

-

22.60 22.80 23.00 23.20

5000 85 m/z 43.10 53.62%
113
29) | 1411 141169197225 253 281 309 337 365 303 422
e O R e T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #147094: Docosane, 5-butyl- B B REESEE e
43 22.60 22.80 23.00 23.20

m/z 55.10 23.44%

5000

126
309

, | 155183211239 280 | 337364

IIIMIII‘I‘IIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII Trrrfrrrryrrrryrrrr[rrorr

T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.60 22.80 23.00 23.20

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018856.D

Aca On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample : K1515-02

Misc :

ALS Vial : 5 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 Pentadecane, 8-heptyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

23.40 3.14 ng 504333 Perylene-d12 23.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
2 Nonacosane 408 C29H60 000630-03-5 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 86

Abundance Scan 3453 (23.397 min): BM018856.D (-3450) (-) m/z 57.05 100.00%

57
85
5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
23.00 23.20 23.40 23.60 23.80

13
141169 207239 281313341 387416 490 549

QU 8 3 X S 5 it O o L N . m/z 71.10 89.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-

23.00 23.20 23.40 23.60 23.80
m/z 85.10 62.14%

13 210
141169 239266 309

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158131: Nonacosane

-

23.00 23.20 23.40 23.60 23.80

5000 85 m/z 43.10  56.55%
13
29 H 141169197225253281309337365 408

SRS S i s R T L ——

mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane B R B B e EE
23.00 23.20 23.40 23.60 23.80
m/z 55.00 24 .92%

5000

-

141169197225253 296
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 23100 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018856.D

Aca On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample : K1515-02

Misc :

ALS Vial : 5 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 11 Heneicosane, 11-(1-ethylpro... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24 .06 3.12 ng 500373 Perylene-di12 23.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 Docosane 310 C22H46 000629-97-0 87
4 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 80
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 3566 (24.062 min): BM018856.D (-3561) (-) m/z 57.10 100.00%
57
85
5000
U BN SR B
13141 23.80 24.00 24.20 24.40
183 281
,....,....J|,1.'.J.'.l,....,2.1?2.3:9,....,.?2:93,5.6.337.‘.‘?9,.4.7.6.,...“?‘,‘9 m/z 71.10 94.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane AAJ\‘/\l—\
85
5000 U

23. 80 24 00 24 20 24. 40

. m/z 85.10 63.20%
| 141169197225253 296

29
-
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71 23.|80 24.|00 24.|20 24.I40
5000 m/z 43.10 55.74%

99
{11 127155183 205053 295 337

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123095: Docosane N
23.80 24.00 24.20 24.40

%

m/z 55.05 25.90%

5000

=

13141169197225253281 310

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 80 24 00 24 20 24. 40

8270-BM021119.M Wed Feb 20 14:08:08 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021919\
Data File : BM018856.D

Aca On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample : K1515-02

Misc :

ALS Vial : 5 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 12 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.16 3.75 ng 602761 Perylene-di12 23.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 94
2 1-Heptadecene 238 C17H34 006765-39-5 86
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 83
4 Acetic acid. chloro-. octadecvl ... 346 C20H39CI02 005348-82-3 80
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 58
Abundance Scan 3583 (24.162 min): BM018856.D (-3578) (-) m/z 57.10 100.00%
57, 197
5000 ”,_,\,\~v}\JA\vNN,-_~w,&
25 200 40262 341 23.80 24.00 24.20 24.40
o3 249 476 : - : -
,...'-,....,.. ]h‘--l?l T !,?‘?9.4??‘.‘2.9,....,..5.3?, m/z 83.10 95.39%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #168066: 17-Pentatriacontene

%

5000 83 R A EREREEEE o
23.80 24.00 24.20 24.40
1 m/z 69.10 93.24%
| 139167106224 267294321 462490
L e e e e o B A EEEE s ma s b
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81253: 1-Heptadecene
57
97 R R e o e e R
23.80 24.00 24.20 24.40
5000 m/z 97.10 92.53%
29
5
| 154182210238
i o o AL i B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester
43 23.80 24.00 24.20 24.40
m/z 55.10 76.81%
5000 83
11
L j 140169 224252
T ,.”.,..”,............ e e e LR R R e o e REE
m/z--> 0 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\BM021919\
Data File : BM018856.D

Acq On : 19 Feb 2019 14:45

Operator : JU/SJ

Sample - K1515-02

Misc :

ALS Vial : 5 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]
2-Pentanone, 4-hy... 4._.86 4.4 ng 366344 1 7.70 1670480 20.0
unknown7 .24 7.24 118.9 ng 9932650 1 7.70 1670480 20.0
n-Hexadecanoic acid 18.00 9.5 ng 1663260 4 17.10 3495310 20.0
Octadecanoic acid 19.28 4.0 ng 780540 5 21.30 3954540 20.0
1-Nonadecene 21.00 11.7 ng 2305150 5 21.30 3954540 20.0
Hexadecane, 5-butyl- 21.87 2.6 ng 516360 5 21.30 3954540 20.0
Heneicosane 22.33 2.6 ng 518319 5 21.30 3954540 20.0
Triacontane 22 .84 3.5 ng 567561 6 23.55 3212510 20.0
Pentadecane, 8-he... 23.40 3.1 ng 504333 6 23.55 3212510 20.0
Heneicosane, 11-(... 24.06 3.1 ng 500373 6 23.55 3212510 20.0
17-Pentatriacontene 24_16 3.8 ng 602761 6 23.55 3212510 20.0
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