LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116817.D

Aca On : 4 Sep 2019 15:59

Operator : HP/JU

Sample : K4625-04

Misc :

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 F\METHODS\8270-BF083019.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 5.469 570 575 578 rBY 1774334 1570921 90.25% 10.221%
2 6.481 742 747 750 rBY 1839154 1700654 97.70% 11.065%
3 6.622 766 771 774 rBVY 1816363 1740708 100.00% 11.325%
4 6.845 806 809 813 rBV 498265 416845 23.95% 2.712%
5 7.004 832 836 839 rBVY 1510762 1219267 70.04% 7.933%
6 7.404 899 904 907 rBVY 1104768 1020156 58.61% 6.637%
7 7.451 909 912 916 rVB 56911 48933 2.81% 0.318%
8 8.128 1022 1027 1031 rBV 669988 580885 33.37% 3.779%
9 8.557 1097 1100 1102 rBV 23622 22140 1.27% 0.144%
10 8.722 1125 1128 1131 rBV 33094 29691 1.71% 0.193%
11 8.863 1149 1152 1155 rBV 35306 28646 1.65% 0.186%
12 9.204 1206 1210 1213 rBvV 2084928 1643194 94.40% 10.691%
13 9.286 1221 1224 1228 rBV 64099 52017 2.99% 0.338%
14 9.592 1273 1276 1281 rBV 168813 151144 8.68% 0.983%
15 9.816 1312 1314 1317 rVB 61309 44521 2.56% 0.290%
16 9.880 1321 1325 1329 rVB 791770 624387 35.87% 4.062%
17 10.316 1396 1399 1402 rVB 38251 29108 1.67% 0.189%
18 10.669 1455 1459 1462 rBVY 1165079 1022795 58.76% 6.654%
19 10.769 1472 1476 1478 rBvV 61034 59988 3.45% 0.390%
20 11.363 1573 1577 1581 rBV 718438 585263 33.62% 3.808%
21 11.886 1662 1666 1675 rBV2 91590 93952 5.40% 0.611%
22 12.668 1797 1799 1804 rBV5 24539 26156 1.50% 0.170%

23 12.945 1841 1846 1849 rBV 1554436 1362790 78.29% 8.866%
24 13.839 1994 1998 2008 rVB3 96643 137353 7.89% 0.894%
25 13.992 2020 2024 2028 rBV 537766 491562 28.24% 3.198%

26 14.157 2050 2052 2055 rVB 35815 34887 2.00% 0.227%

27 14.462 2102 2104 2108 rBV2 40845 38748 2.23% 0.252%

28 14.768 2154 2156 2160 rVB 57220 51513 2.96% 0.335%

29 15.104 2210 2213 2216 rBV 56358 60272 3.46% 0.392%

30 15.451 2268 2272 2276 rBV 350504 423340 24.32% 2.754%

31 15.909 2347 2350 2354 rBV2 41342 58392 3.35% 0.380%
Sum of corrected areas: 15370228
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
BF116817.D

4 Sep 2019 15:59

HP/JuU

K4625-04

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116817.D

Aca On : 4 Sep 2019 15:59

Operator : HP/JU

Sample : K4625-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.62 Concentration Rank 1

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

6.62 83.52 ng 1740710 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 771 (6.622 min): BF116817.D (-766) (-) m/z 132.00 100.00%
5000 68
% 620 640 6.60 6.80 7.00
40 54 . . . . .
[ e | Weus . m/z 68.10 37.97%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 I L UL RN I
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.60%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 25.34%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RS e s s e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.26%
5000 og M°
SN -NM 8 .‘¥Q7.M‘ N . - .1§?. SN | S | F——,
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116817.D

Aca On : 4 Sep 2019 15:59

Operator : HP/JU

Sample : K4625-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Benzenesulfonamide, N,4-dim... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.05 ng 59988 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 94
2 1-Hvdroxvtricvclol4.3.0.0(4.91n... 308 C16H2004S 201992-83-8 50
3 EthvI(E/2)-.alpha.-cvano-4-nitro... 416 C19H16N207S 1000287-26-8 47
4 Benzene. 1.1"-ITsulfinvlbis(methv... 230 C14H140S 000621-08-9 38
5 Toluene-4-sulfonic acid, 2-benzy... 366 C18H2206S 118653-93-3 38
Abundance Scan 1476 (10.769 min): BF116817.D (-1472) (-) m/z 91.10 100.00%
g1
5000
65 155 185
39 | 121 10.40 10.60 10.80 11.00
ey e A m/z 65.10 25.44%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
1
5000 LU SN SRS
10.40 10.60 10.80 11.00
30 65 155 185 m/z 155.00 23.65%
l 121 |
"“”Mh"tﬂ!"l""l"" U DAL SR U
mz-> 0 50 100 150 200 250 300 350 400
Abundance #151012: 1-Hydroxytricyclo[4.3.0.0(4,9)]nonan-9-yl p-tolue...
91
. 10.40 10.60 10.80 11.00
5000 m/z 185.00 22 .35%
39 155
by b 121 307
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217737: Ethyl(E/Z)-.alpha.-cyano-4-nitro-.beta.-(p-tosylo... e e
a1 155 10.40 10.60 10.80 11.00
m/z 92.00 19.14%
5000
65
29
“JL“l\L | 120 | 188213234 262 298 336 371 416
mz-> 0 50 100 150 200 250 300 350 400 10140 1060 10.80 11.00

8270-BF083019.M Thu Sep 05 17:06:58 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116817.D

Aca On : 4 Sep 2019 15:59

Operator : HP/JU

Sample : K4625-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.
11.89 3.21 ng 93952 Phenanthrene-d10 11.36
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1667 (11.892 min): BF116817.D (-1662) (-) m/z 73.00 100.00%
73
43 60
5000 129
11.60 11.80 12.00 12.20
e prrer e m/z 60.00 65.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LRI UL B UL B
11.60 11.80 12.00 12.20
m/z 55.10 61.40%
| lITJJ 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11,60 11.80 12.00 12.20
5000 m/z 43.00 56.36%
29
a5 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid AN Ea RS B
60 73 11.60 11.80 12.00 12.20
43 m/z 57.10 52.52%
5000 129
29
15 cnsdngiossiniinttaibalit
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11feo 11!80 12)00 12!20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116817.D

Aca On : 4 Sep 2019 15:59

Operator : HP/JU

Sample : K4625-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 17-Pentatriacontene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 5.59 ng 137353 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 1-Heneicosanol 312 C21H440 015594-90-8 87
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 83
5 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 81
Abundance Scan 1998 (13.839 min): BF116817.D (-1994) (-) m/z 83.10 100.00%
7 83
5000 111
HREURA UL SR BRI SR
—— II|I Aol |||l|l lnn.nll |'|'|'||||||||||||||||||||||| m/z 57_10 93_39%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000 83 L B B B B
13.60 13.80 14. oo 14 20
J 111 m/z 97.05 81.80%
1 139167196224 267292 321 462 490
miz--> 0 55 160 1%0 200 250 300 350 460 4%0 '
Abundance #166292: Behenic alcohol
55 83
" 13.60 13.80 14.00 14.20
5000 111 m/z 69.10 79.07%
29 113
I, |, ,167 196 224 252 280 308
miz--> 0 55 160 1%0 200 2éo 360 3%0 460 4%0 '
Abundance #155046: 1-Heneicosanol b RREmE EE e
55 83 13.60 13.80 14.00 14.20

m/z 43.05 77.22%
5000

29

¥ )l | 139167106 238266 204

m/z--> 0 50 100 150 200 250 300 350 400 450 13.60 13. 80 14. OO 14 20

8270-BF083019.M Thu Sep 05 17:06:59 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116817.D

Aca On : 4 Sep 2019 15:59

Operator : HP/JU

Sample : K4625-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 7
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.43 ng 51513 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Heptadecane 240 C17H36 000629-78-7 81
3 Octacosane 394 C28H58 000630-02-4 72
4 Undecane. 2.10-dimethvl- 184 C13H28 017301-27-8 72
5 Nonadecane 268 C19H40 000629-92-5 68
Abundance Scan 2156 (14.768 min): BF116817.D (-2154) (-) m/z 71.10 100.00%
7
43
5000
99 A
‘ | 127160 182 20722646 565287 309 14.40 14.60 14.80 15.00
ey m/z 57.10 99.06%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85 L DAL SR BN SUNI I
14.40 14.60 14.80 15.00
m/z 85.10 66 .78%
2 e g 20
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
14.40 14.60 14.80 15.00
5000 a5 m/z 43.10 63.95%
29
LD g M8 14 160 196 240
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane A BT o e
57 14.40 14.60 14.80 15.00
m/z 41.05 33.11%
5000 85
29
‘ ] | (M3 141 169 197 225 253 281 309 337 365 394

T T T I
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF083019.M Thu Sep 05 17:07:00 2019

Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116817.D

Aca On : 4 Sep 2019 15:59

Operator : HP/JU

Sample : K4625-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 5
R.T. EstConc Area Relative to ISTD R.T.
15.10 2.85 ng 60272 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 74
2 Heneicosane 296 C21H44 000629-94-7 72
3 Octacosane 394 C28H58 000630-02-4 72
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 72
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 72
Abundance Scan 2212 (15.098 min): BF116817.D (-2210) (-) m/z 71.10 100.00%
!
43
5000
| l| 123 181 205227 ; 270 299 334 I]_I48IOI I].ISOIOI IZI.I52IOI ;I.I54I0I -
—— III Jh l“.;.ll..l ! llln.l.llnlll 214 N |u||||||I AIII —— m/z 57.10 81.90%
m/z--> 50 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 LR SRR B B B
14.80 15.00 15.20 15.40
29 m/z 85.05 77 .78%
13 141
|, I\ ‘ ﬂ 1169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57
o 14.80 15.00 15.20 15.40
5000 m/z 43.10 53.69%
29 113
UL |, M0,199 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane R R e R
57 14.80 15.00 15.20 15.40
m/z 83.10 34 .82%
5000 85
29 113 141
| ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116817.D

Aca On : 4 Sep 2019 15:59

Operator : HP/JU

Sample : K4625-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.91 2.76 ng 58392 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 89
2 Eilcosane 282 C20H42 000112-95-8 89
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 83
4 1-Bromodocosane 388 C22H45Br 006938-66-5 80
5 2-methyltetracosane 352 C25H52 1000376-72-6 80
Abundance Scan 2350 (15.909 min): BF116817.D (-2347) (-) m/z 57.10 100.00%

5000

327350 15.60 15.80 16.00 16.20
m/z 71.10  87.40%

113

134155 186207 243564 289

m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane

5000

15!60 15.I8O 16.IOO 16!20
m/z 43.10 66.25%

183 211 239 267 310

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
e A RERREEEES
85 15.60 15.80 16.00 16.20
5000 m/z 85.10 56.07%
113
29 141
PN s o 222
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl- e A RERREEEES
57 15.60 15.80 16.00 16.20
m/z 83.00 27.76%
5000 85
113 141 337
L0 141 169 107 225 253 295 337 364 393 420
— A A e T e e e e A RERREEEES
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090419\
Data File : BF116817.D

Acq On : 4 Sep 2019 15:59

Operator : HP/JU

Sample . K4625-04

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.62 6.62 83.5 ng 1740710 1 6.85 416845 20.0
Benzenesulfonamid... 10.77 2.0 ng 59988 4 11.36 585263 20.0
n-Hexadecanoic acid 11.89 3.2 ng 93952 4 11.36 585263 20.0
17-Pentatriacontene 13.84 5.6 ng 137353 5 13.99 491562 20.0
Hexadecane 14.77 2.4 ng 51513 6 15.45 423340 20.0
Heptacosane 15.10 2.9 ng 60272 6 15.45 423340 20.0
Docosane 15.91 2.8 ng 58392 6 15.45 423340 20.0
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