LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031919\
Data File : BM019253.D
Acq On : 20 Mar 2019 04:41 Instrument :
Operator : JU/SJ EFAﬁg ol

- _ lentosampleld :
a?ch:le - K1948-02 PST-025-B126-031319
ALS Vial : 24 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-BM031119_.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 5.234 376 382 399 rBV 3363813 5036899 38.31% 7.437%
2 6.822 644 652 671 rBVY 3651225 6177876 46.98% 9.122%
3 7.169 704 711 726 rBV 3654738 5864870 44.60% 8.660%
4 7.634 783 790 801 rBV 569201 899846 6.84% 1.329%
5 7.951 837 844 854 rBV 2494102 3936029 29.93% 5.812%

8.804 982 989 1012 rBV 1959813 3379041 25.70% 4._.989%
10.422 1257 1264 1282 rBVY 697869 1266795 9.63% 1.870%
12.904 1679 1686 1701 rBVY 5660808 8310722 63.20% 12.271%
13.757 1825 1831 1842 rBVY 423428 703241 5.35% 1.038%
14.292 1915 1922 1936 rVB2 1255945 1923833 14.63% 2.841%

=
QO ~NO®

11 15.792 2171 2177 2192 rBV 5317930 7538600 57.33% 11.131%
12 17.045 2384 2390 2403 rBV2 1589048 2411413 18.34% 3.561%
13 17.939 2537 2542 2553 rBV 322188 538658 4._.10% 0.795%
14 19.227 2757 2761 2775 rBV 113610 242148 1.84% 0.358%
15 19.686 2833 2839 2853 rBV 10467911 13149304 100.00% 19.416%

16 20.950 3049 3054 3067 rBV 565448 898908 6.84% 1.327%
17 21.244 3099 3104 3117 rBV 1892328 2724741 20.72% 4.023%
18 22.268 3275 3278 3283 rVB 143039 175140 1.33% 0.259%
19 22.768 3360 3363 3368 rVB 180744 215876 1.64% 0.319%
20 23.327 3455 3458 3463 rVB 144286 194771 1.48% 0.288%

21 23.474 3477 3483 3494 rVB2 1112099 2137050 16.25% 3.155%

Sum of corrected areas: 67725761
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019253.D

Acq On : 20 Mar 2019 04:41

Operator : JU/SJ

ﬁ?gg le K1948-02 PST-025-B126-031319
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019253.D

Acq On : 20 Mar 2019 04:41

Operator : JU/SJ

3?22 le K1948-02 PST-025-B126-031319
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.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 unknown7.17 Concentration Rank 1

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

7.17 130.35 ng 5864870 1,4-Dichlorobenzene-d4 7.63
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 711 (7.169 min): BM019253.D (-704) (-) m/z 132.00 100.00%
32
5000 68
40 % J 6.80 7.00 7.20 7.40 7.60
54 7 - - - - -
o qrer | sus W n/z 68.10  48.97%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 AN RS R LR
6.80 7.00 7.20 7.40 7.60
33 44 o 105 ‘ m/z 134.00 32.46%
60
0...‘.|.‘.‘k‘.k‘..‘..giouuuulu“.:!-lus..‘. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 9g 116 m/z 66.10 30.47%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.39%
5000 67
97
‘ o ‘ 117
oh --‘.‘- bl 88206 |
m/z--> 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\BM031919\

Data File : BM019253.D

Acq On : 20 Mar 2019 04:41

Operator : JU/SJ

3?22 le K1948-02 PST-025-B126-031319
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.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 4
R.T. EstConc Area Relative to ISTD R.T.
17.94 4_47 ng 538658 Phenanthrene-d10 17.04
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 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 55
4 Undecanoic acid 186 C11H2202 000112-37-8 38
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 18
Abundance Scan 2542 (17.939 min): BM019253.D (-2537) (-) m/z 73.00 100.00%
78
43 g
5000
129
97 213 BRI SRR R
il ﬂ U5 143167171185, 00" 7507 256 - 17.60 17.80 18.00 18.20
Ob el m/z 60.00 70.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000{ 29 256 LR AR BRI BN UL
ﬂmﬂmmmmm
m/z 43.05 56.92%

o

21
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

17.60 17.80 18.00 18.20

5000 - 129 m/z 55.10 53.88%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
73 17.60 17.80 18.00 18.20

m/z 57.05 52 .93%

43 ¢
5000 129
29
143157 214

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\BM031919\

Data File : BM019253.D

Acq On : 20 Mar 2019 04:41

Operator : JU/SJ

3?22 le K1948-02 PST-025-B126-031319
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.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 Heptafluorobutanoic acid, h... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.95 6.60 ng 898908 Chrysene-d12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 91
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 3054 (20.950 min): BM019253.D (-3049) (-) m/z 83.10 100.00%
57
5000 111

139 20.60 20.80 21.00 21.20
167 196 280
- l L3 oo 224 293 200 325 355 401 m/z 57.05 97.98%

m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
5000
111 20.60 20.80 21.00 21.20
- m/z 69.05 96.18%
A ONE . T
m/z--> 50 200 250 300 350 400
Abundance
43
83 S o
20.60 20.80 21.00 21.20
5000 m/z 55.10 80.38%
111
o 139 182 210
L e e LA o e LA o B B o e e I LA A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)- AR e R RRRAC
7 20.60 20.80 21.00 21.20
83 m/z 97.10 77.64%
5000
29 111
o \‘x } \ l 1139 167 196 224 252 280
] B e L e o LA AN A B e i o o o o o
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\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019253.D

Acq On : 20 Mar 2019 04:41

Operator : JU/SJ

3?22 le K1948-02 PST-025-B126-031319
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.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 5 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.77 2.02 ng 215876 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Nonadecane 268 C19H40 000629-92-5 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
Abundance Scan 3363 (22.768 min): BM019253.D (-3360) (-) m/z 57.10 100.00%
57
85
5000
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rr
113 207 22.40 22.60 22.80 23.00
155
ob o LA 122 ) 281283 320 360 417 476 835 g TUoT 0G0 g6l 50%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
57
85
22.40 22.60 22.80 23.00
- m/z 85.10 59.60%
0 \‘ | ‘ “\ h h’l u‘ \ \1\169197225253 296
miz--> 0 55 100 1éo 200 250 300 3éo 460 4%0 560 !
Abundance
57
o 22.40 22,60 22.80 23.00
5000 m/z 43.10 48 .22%
29
o 113141169197 268
miz--> 0 55 160 1éo 200 250 300 3éo 460 4%0 560 !
Abundance #155178: Octacosane e B AR AR
22.40 22.60 22.80 23.00
m/z 55.10 24 .64%
5000

-

| 13141160197225253281 309337365394
mz-> 0 50 100 150 200 250 300 350 400 450 500 22.40 22.60 22.80 23.00

8270-BM031119.M Wed Mar 20 17:50:04 2019 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM031919\

Data File : BM019253.D

Acq On : 20 Mar 2019 04:41

Operator : JU/SJ

3?22 le K1948-02 PST-025-B126-031319
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.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 .17 7.17 130.3 ng 5864870 1 7.63 899846 20.0
n-Hexadecanoic acid 17.94 4.5 ng 538658 4 17.04 2411410 20.0
Heptafluorobutano... 20.95 6.6 ng 898908 5 21.24 2724740 20.0
Heneicosane 22.77 2.0 ng 215876 6 23.47 2137050 20.0
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