LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM022819\

Data File : BM018972.D

Aca On : 28 Feb 2019 16:50

Operator : JU/SJ

a?ggle i K1638-02 PE-2(SOUTH-SITE-WALL
ALS Vial : 9 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 5.281 366 373 388 rBVY 4020873 6065990 48.44% 7.364%
2 6.863 635 642 656 rBVY 4347222 7023511 56.08% 8.527%
3 7.222 695 703 721 rBV 4489967 7083930 56.56% 8.600%
4 7.686 775 782 789 rBV 988001 1563366 12.48% 1.898%
5 8.004 825 836 846 rBY 3013032 4850486 38.73% 5.889%
6 8.857 972 981 997 rBVY 2465195 4172292 33.32% 5.065%
7 10.475 1248 1256 1269 rBV 1331566 2297711 18.35% 2.789%
8 12.951 1670 1677 1691 rBV 5734518 8654585 69.11% 10.507%
9 13.639 1788 1794 1799 rBV2 109741 152688 1.22% 0.185%
10 13.804 1816 1822 1833 rBvV 257075 384521 3.07% 0.467%

11 14.339 1906 1913 1929 rVB2 2038927 3095785 24.72% 3.758%
12 15.839 2161 2168 2185 rBV 5448471 7886651 62.97% 9.575%
13 17.092 2375 2381 2387 rBV 2672566 3703582 29.57% 4._.496%
14 17.980 2527 2532 2542 rBV 853341 1219592 9.74% 1.481%
15 18.709 2652 2656 2662 rVB 172726 224047 1.79% 0.272%

16 19.109 2719 2724 2728 rBV5 85229 129143 1.03% 0.157%
17 19.156 2728 2732 2738 rVB 142951 214356 1.71% 0.260%
18 19.268 2746 2751 2760 rBV 279619 452834 3.62% 0.550%
19 19.521 2791 2794 2802 rVB 128897 191065 1.53% 0.232%
20 19.727 2823 2829 2834 rBV 10250598 12523567 100.00% 15.204%

21 20.986 3039 3043 3053 rBvV 556902 776308 6.20% 0.942%
22 21.286 3088 3094 3099 rBV 3293754 4304224 34.37% 5.225%
23 21.427 3115 3118 3122 rBV 123643 151732 1.21% 0.184%
24 21.856 3188 3191 3194 rBV 171185 198899 1.59% 0.241%
25 22.321 3267 3270 3277 rVB3 246857 354411 2.83% 0.430%

26 22.821 3352 3355 3359 rBvV 250828 366883 2.93% 0.445%
27 23.538 3471 3477 3491 rVB 1881229 3439483 27.46% 4.176%
28 24.038 3557 3562 3568 rVB 499855 889677 7.10% 1.080%

Sum of corrected areas: 82371319
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018972.D

Aca On : 28 Feb 2019 16:50

Operator : JU/SJ

Sample - K1638-02

Misc :

ALS Vial : 9 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: BM018972.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018972.D

Aca On : 28 Feb 2019 16:50

Operator : JU/SJ

Sample - K1638-02

Misc :

ALS Vial : 9 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 unknown7.22 Concentration Rank 1

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

7.22 90.62 ng 7083930 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 703 (7.222 min): BM018972.D (-695) (-) m/z 132.00 100.00%
5000 68
40 % J 6.80 7.00 7.20 7.40 7.60
54 7 : : : : :
ol Jrer |sus | h/z 68.10  50.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR AR AR
6.80 7.00 7.20 7.40 7.60
31 51 78 m/z 134.00 32.77%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 31.77%
33 aa 105
o0 | s |
L B N L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R L )
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.05 20.37%
5000 98 116
o -‘-“‘. 89 | dor MI,,M 18 189
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018972.D

Aca On : 28 Feb 2019 16:50

Operator : JU/SJ

Sample - K1638-02

Misc :

ALS Vial : 9 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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.98 6.59 ng 1219590 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Eilcosane 282 C20H42 000112-95-8 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Dodecane 170 C12H26 000112-40-3 25
5 Tetradecane 198 C14H30 000629-59-4 18

Abundance Scan 2532 (17.980 min): BM018972.D (-2527) (-) m/z 73.00 100.00%

n
5000
129
97 213 LI L L L B L B B
115
143157171185199 297 256 282 17. 60 17. 80 18 00 18. 20
(o} m/z 60.00 71.60%

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid

43 73

5000 29 TT T T LRI L L LB B
17. 60 17. 80 18 00 18.20
129 256 m/z 43.05 58.16%
ST 15 157171 213
Ll 143 18519917227
RARRNERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 S

_rl_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_

17.60 17.80 18.00 18.20
5000 m/z 57.05 52.20%

85
‘ L i P 18127141155160 282
----|----|----|--n|-n-|--------|--------------------|----|--
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid N B B B R T

17.60 17.80 18.00 18.20
m/z 55.05 49.66%

43 ¢
5000 129
29
143157 214
_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

o

o

~
w
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018972.D

Aca On : 28 Feb 2019 16:50

Operator : JU/SJ

Sample - K1638-02

Misc :

ALS Vial : 9 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.27 2.10 ng 452834 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 n-Decanoic acid 172 C10H2002 000334-48-5 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 20

Abundance Scan 2751 (19.268 min): BM018972.D (-2746) (-) m/z 73.00 100.00%

5000

§

19.00 19.20 19.40 19.60

0! m/z 60.00 71.62%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 7
5000 129 LA L L L L IO
9 19.00 19.20 19.40 19.60
! 185 o B4 m/z 43.10 68.37%
0 15 ul ol 15.7 | |. | 2:!'3 L | 265 |
- T T T I T T T T I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
3
43 L e R I e
19.00 19.20 19.40 19.60
5000 m/z 57.10 64 .96%
129
185 228
LT ]
NI O . O A
m/z--> 50 100 150 200 250 300 350
Abundance #37192: n-Decanoic acid R B
60 19.00 19.20 19.40 19.60
a1 m/z 55.05 53.38%
5000 129
i 87 172
0...“:‘,“'\. .‘M.',‘l].n?...‘1,5?.‘..,.... L e O B s L e EMLELELE m i e
m/z--> 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\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018972.D

Aca On : 28 Feb 2019 16:50

Operator : JU/SJ

Sample - K1638-02

Misc :

ALS Vial : 9 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 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.99 3.61 ng 776308 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 90
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 87
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 83
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 83
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 83
Abundance Scan 3044 (20.991 min): BM018972.D (-3039) (-) m/z 57.05 100.00%
LN AR SR B
139 207 20.60 20.80 21.00 21.20 21.40
o 168 238 283 325 356 401 429 mn/z 83.10 97 350
m/z--> 50 100 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane
55
83
5000 UL N
20.60 20.80 21.00 21.20 21.40
29 111 m/z 69.05 89.79%
oL | \ ] 4130 168 19
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
g7
83 LN AU SR B
20.60 20.80 21.00 21.20 21.40
5000 m/z 55.10 79.13%
29 111
o J[ J ’ ‘l |139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #154046: Bromoacetic acid, octadecyl ester LN I S M e
43 20.60 20.80 21.00 21.20 21.40
69 m/z 97.10 75.41%
97
5000
21
0 J { \ f 53 181 224 25L0 297
m/z--> 50 100 150 200 250 300 350 400 20,60 20.80 21.00 21.20 21.40

8270-BM021119.M Fri Mar 01 17:19:12 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018972.D

Aca On : 28 Feb 2019 16:50

Operator : JU/SJ

Sample - K1638-02

Misc :

ALS Vial : 9 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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.82 2.13 ng 366883 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 94
2 Nonadecane 268 C19H40 000629-92-5 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86
Abundance Scan 3355 (22.821 min): BM018972.D (-3352) (-) m/z 57.10 100.00%

5000

22.60 22.80 23.00 23.20
m/z 71.10 85.91%

7
237 281313344 387

462490 549

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

Abundance #82616: Tetradecane, 2,6,10-trimethyl-
57
5000 85 LA L L L L LB
22. 60 22. 80 23. 00 23. 20
0
113 155 m/z 43.10 61.74%
183
o 225
o o e o L L e e e N AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99476: Nonadecane
57
R R EEERE s
85 22.60 22.80 23.00 23.20
5000 m/z 85.10 61.45%
29
o 13141160197 268
B o o e e e o L o o e e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane L
22.60 22.80 23.00 23.20
m/z 55.10 22 .39%
5000

F

‘ 141169197225053 296
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 2260 2280 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018972.D

Aca On : 28 Feb 2019 16:50

Operator : JU/SJ

Sample - K1638-02

Misc :

ALS Vial : 9 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 Heneicosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24.04 5.17ng 889677  Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heneicosane 206 C21H44 000629-94-7 91

2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Nonacosane 408 C29H60 000630-03-5 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 86
Abundance Scan 3562 (24.038 min): BM018972.D (-3557) (-) m/z 57.10 100.00%
85
5000

23.80 24.00 24.20 24.40

141169 207 239 281308 340

401429 461 503 535

o m/z 71.10 91.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
85
5000 TT T T TT 1T TTTT TT T T TTT
23. 80 24 00 24. 20 24 40
1 m/z 85.10 63.24%
o | 141169197225253 296
A i o e e o BLALAL I B i o e o

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

LN
N ©

Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
3
71 23.80 24.00 24.20 24.40
5000 m/z 43.10 52.69%
99 127
0 | | ;4155183 225253 295 337
e T e et MRS RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158131: Nonacosane S B R
57 23.80 24.00 24.20 24.40
m/z 55.10 23.04%
13
o 29 ¥ }41169197225253281309337365 408

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\BM022819\
Data File : BM018972.D

Acq On : 28 Feb 2019 16:50

Operator : JU/SJ

Sample - K1638-02

Misc :

ALS Vial : 9 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]
unknown7 .22 7.22 90.6 ng 7083930 1 7.69 1563370 20.0
n-Hexadecanoic acid 17.98 6.6 ng 1219590 4 17.09 3703580 20.0
Octadecanoic acid 19.27 2.1 ng 452834 5 21.29 4304220 20.0
Cyclotetradecane 20.99 3.6 ng 776308 5 21.29 4304220 20.0
Tetradecane, 2,6,... 22.82 2.1 ng 366883 6 23.54 3439480 20.0
Heneicosane 24 .04 5.2 ng 889677 6 23.54 3439480 20.0
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