LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117034.D

Aca On : 13 Sep 2019 20:39

Operator : HP/JU

Sample : K4848-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF091319.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 5.440 566 570 584 rBV 868370 845992 34.69% 5.250%
2 6.451 738 742 754 rBV 564523 602552 24.71% 3.740%
3 6.592 762 766 769 rBVY 1988347 1705760 69.95% 10.586%
4 6.822 801 805 814 rBV 453151 385893 15.83% 2.395%
5 6.981 828 832 835 rBY 1807071 1576767 64.66% 9.786%
6 7.381 895 900 918 rBVY 1218847 1313063 53.85% 8.149%
7 8.104 1019 1023 1045 rBV 412873 494708 20.29% 3.070%
8 9.175 1201 1205 1208 rBvV 2872179 2387962 97.93% 14.820%
9 9.563 1268 1271 1281 rBV 148414 154602 6.34% 0.959%
10 9.851 1316 1320 1335 rBV 654661 586887 24.07% 3.642%
11 10.492 1426 1429 1436 rBvV 46446 52098 2.14% 0.323%
12 10.639 1449 1454 1460 rBVY 1573786 1445941 59.30% 8.974%
13 10.692 1460 1463 1481 rVB 120811 214182 8.78% 1.329%
14 11.333 1568 1572 1584 rBV 617960 577979 23.70% 3.587%
15 11.857 1658 1661 1670 rBvV2 79539 90191 3.70% 0.560%
16 12.639 1789 1794 1804 rBvV 41691 54481 2.23% 0.338%
17 12.916 1836 1841 1844 rBVY 2712523 2438373 100.00% 15.133%
18 13.821 1990 1995 2008 rBV5 29794 80579 3.30% 0.500%
19 13.963 2015 2019 2031 rVB 422312 488589 20.04% 3.032%
20 14.727 2145 2149 2153 rBV 41968 41045 1.68% 0.255%
21 15.057 2201 2205 2210 rBV 47979 53579 2.20% 0.333%
22 15.410 2260 2265 2277 rVB 257401 421909 17.30% 2.618%
23 15.845 2334 2339 2346 rVB2 40210 56615 2.32% 0.351%
24 16.333 2416 2422 2428 rBV2 22501 43231 1.77% 0.268%

Sum of corrected areas: 16112978
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117034.D

Aca On : 13 Sep 2019 20:39

Operator : HP/JU

Sample : K4848-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF117034.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117034.D

Aca On : 13 Sep 2019 20:39

Operator : HP/JU

Sample : K4848-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 unknown6.59 Concentration Rank 1

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

6.59 88.41 ng 1705760 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 766 (6.592 min): BF117034.D (-762) (-) m/z 132.00 100.00%
32
5000 68
6 TrTTTTTTTT T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
.,....,...::'!.‘.‘.7,::..?:1:~.'.|,..':.,..5.‘?,....,.':..,.1.1?.,....,"...,.. m/z 68.10 41.82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SRS SRS N
6.20 6.40 6.60 6.80 7.00
0
3 4 5 78 m/z 134.00 32.83%
W'”'l'”HJ'W'”'P'JI”'W'”'P'”I”'W'“'P'”I”'W“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117 620 6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .24%
39 91
51
27 65 77 105
.,..Jw...jp”..ﬂﬂ.ﬁq.m..“..b ?ﬂ.qk.?ﬁ....“.ll|}?§"M..“.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine A e R
132 6.20 6.40 6.60 6.80 7.00
o m/z 69.10 17.41%
5000 0
31 52
Mo 78 e | 105 16
m/z--> 20 30 40 50 60 70 8 90 100 110 150 130 140 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\BF091319\
Data File : BF117034.D

Aca On : 13 Sep 2019 20:39

Operator : HP/JU

Sample : K4848-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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, 4-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.69 7.41 ng 214182 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HONO2S 000070-55-3 96
2 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 83
3 N-p-toluenesulfonvl-I1-threonine.... 363 C18H21NO5S 1000130-34-4 64
4 4-Toluenesulfonvimethvl isocvanide 195 C9H9NO2S 036635-61-7 47
5 Benzenemethanesulfonamide 171 C7HONO2S 004563-33-1 47
Abundance Scan 1463 (10.692 min): BF117034.D (-1460) (-) m/z 91.00 100.00%
Ji
5000 1 JUK\
65 107 155 _ .... U\
39 i 130 1040 10,60 10.80 11.00
bttt 2 L e || M7Z 170.95  34.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39309: Benzenesulfonamide, 4-methyl-
Ji
5000 o 155171 10, 4'o' 10.60 10.80 11.00
107 m/z 155.00 30.83%
39 | ,|122139
m/z--> ﬁo 45 éo 85 160 150 140 160 180 200 220 240 260 280 300 350
Abundance #156887: O-p-toluenesulfonyll-N-acetylserine, methyl ester
g1

mmmmmmum
5000 171 m/z 64.95 28.91%

155
65 107

‘%9 ﬂ Ll d 122139 196 226243258 316

m/z--> 20 40 60 80

100 120 140 160 180 200 220 240 260 280 300 320

Abundance
9

5000 65

#192444: N-p-toluenesulfonyl-I-threonine, benzyl ester

1

171
155

107

\f\\Ju‘

| \‘l 122139 | | 187 211228245 274 296 319

N

10.40 10.60 10.80 11.00

m/z 107.10 23.65%

A

m/z--> 20 40 60 80

100 120 140 160 180 200 220 240 260 280 300 320

10. 40 10 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117034.D

Aca On : 13 Sep 2019 20:39

Operator : HP/JU

Sample : K4848-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.12 ng 90191 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 47
Abundance Scan 1662 (11.863 min): BF117034.D (-1658) (-) m/z 73.00 100.00%
7B
55
41
5000 : 129
97 lllllllllllAllllllll
| H 115 57171185 23 - 1160 1180 12.00 12.20
SO 1 1 m/z 55.00 72.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
4 g0 73
5000 29

11.60 11.80 12.00 12.20
85 o 1ys 2 \is 256 m/z 60.00 68.92%
143157171185 199 77~ 227239

I T I.I T I T II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid

43 60 73

1160 11.80 12.00 12.20
m/z 41.00 65.48%

5000

‘ "‘l‘;" iy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid

60 78 11.60 11.80 12.00 12.20
43 m/z 42.95 63.69%

5000

185 228

129
g 115 ‘
T ||| |||| M‘ ?‘ H‘ HI\ 1|4|.3|EL|5|7|]|-7|]|- |||1|99||2:|L|3 ||‘|||||||||

m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117034.D

Aca On : 13 Sep 2019 20:39

Operator : HP/JU

Sample : K4848-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 11-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.30 ng 80579 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 87
2 Cvclohexadecane 224 C16H32 000295-65-8 72
3 n-Nonadecanol-1 284 C19H400 001454-84-8 70
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 64
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 58
Abundance Scan 1995 (13.821 min): BF117034.D (-1990) (-) m/z 83.00 100.00%
55
5000
111
33 216 248 13.60 13.80 14.00 14.20
et m/z 69.00 78.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene
43
5000 83
13.60 13.80 14.00 14.20
} 111 m/z 97.05 77.07%
‘Iﬂ | | 140 168 196 204043 266 204 322
m/z--> ﬁm&%@@mmmmmmmmmﬁ
Abundance #81246: Cyclohexadecane
5 83

13.60 13.80 14.00 14.20

5000 m/z 55.00 62.67%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1 N B i RRams o L
55 83 13.60 13.80 14.00 14.20

m/z 57.00 61.21%

5000

29

I 168 196 222238 266

139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117034.D

Aca On : 13 Sep 2019 20:39

Operator : HP/JU

Sample : K4848-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.06 2.54 ng 53579 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 83
2 2-methvloctacosane 408 C29H60 1000376-72-8 80
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 2206 (15.063 min): BF117034.D (-2201) (-) m/z 71.10 100.00%
7
5000
4

| 177209 281 14.80 15.00 15.20 15.40

MM LM MM m/z 57.05 87.41%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000 s e
14.80 15.00 15.20 15.40

m/z 85.05 62 .05%

141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15.20 15.40
5000 m/z 43.00 56.31%
99
26 ||} | | 4% 183 225 267 309365
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane R R AR
57 14.80 15.00 15.20 15.40
m/z 99.00 28.06%
5000
99
26| | 11| 141 183 225 267 309 351 393 436

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117034.D

Aca On : 13 Sep 2019 20:39

Operator : HP/JU

Sample : K4848-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 Eicosane, 10-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.68 ng 56615 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
2 10-Methvlnonadecane 282 C20H42 056862-62-5 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Heptadecane 240 C17H36 000629-78-7 80
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 2338 (15.839 min): BF117034.D (-2334) (-) m/z 71.00 100.00%
7
43
5000
97
| | 127 207 15.60 15.80 16.00 16.20
S A m/z 57.05 99.43Y%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
5000 85
15.60 15.80 16.00 16.20
m/z 85.10 86.69%
3 | L 18 3% 183 211 239 om1
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57
P 15.60 15.80 16.00 16.20
5000 m/z 43.00 65.16%
154
29
113
0 O i A SN
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane I e e
57 15.60 15.80 16.00 16.20
m/z 97.00 29.02%
5000 85
2 |10 M1 10 107 225 23 ows am 367
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117034.D

Aca On : 13 Sep 2019 20:39

Operator : HP/JU

Sample : K4848-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.33 2.05 ng 43231 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 72
2 Hentriacontane 437 C31H64 000630-04-6 72
3 Heptacosane 380 C27H56 000593-49-7 64
4 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 64
5 2-methyltetracosane 352 C25H52 1000376-72-6 64
Abundance Scan 2421 (16.327 min): BF117034.D (-2416) (-) m/z 57.00 100.00%
57
85
5000
' ‘113 191 2?1 16.00 16.20 16.40 16.60
Ay Tm/z 71.00  97.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85
16.00 16.20 16.40 16.60
29 m/z 85.00 T77.77%
. | | 1141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 200 2éo 360 3%0 460 '
Abundance #223852: Hentriacontane
57
16.00 16.20 16.40 16.60
5000 85 m/z 42.95 73.43%
113
} |l | 7,141 169 197 225 253 281 309 337 365 437
L LA WL U B (L N WU UL R BRI
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57 16.00 16.20 16.40 16.60
m/z 69.10 40.67%
5000 85
29 113
J |7y, 141 169 197 225 253 281 309 337 380
m/z--> 5'0 1(')0 1éo 2(')0 2éo 3(')0 3&1,0 4(|)O ! 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091319\
Data File : BF117034.D

Acq On : 13 Sep 2019 20:39

Operator : HP/JU

Sample - K4848-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319._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 .59 6.59 88.4 ng 1705760 1 6.82 385893 20.0
Benzenesulfonamid... 10.69 7.4 ng 214182 4 11.33 577979 20.0
n-Hexadecanoic acid 11.86 3.1 ng 90191 4 11.33 577979 20.0
11-Tricosene 13.82 3.3 ng 80579 5 13.96 488589 20.0
Tetratetracontane 15.06 2.5 ng 53579 6 15.41 421909 20.0
Eicosane, 10-methyl- 15.84 2.7 ng 56615 6 15.41 421909 20.0
Octacosane 16.33 2.0 ng 43231 6 15.41 421909 20.0
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