LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117035.D

Aca On : 13 Sep 2019 21:05

Operator : HP/JU

Sample : K4848-02

Misc :

ALS Vial : 11 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-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 5.440 566 570 583 rBV 744384 810042 34.04% 5.141%
2 6.445 738 741 754 rBV 530155 546529 22.96% 3.469%
3 6.593 762 766 769 rBY 1909905 1663922 69.92% 10.561%
4 6.822 801 805 815 rBV 419065 374125 15.72% 2.374%
5 6.981 828 832 835 rBVY 1804156 1568838 65.92% 9.957%
6 7.381 896 900 919 rBV 1227461 1274073 53.54% 8.086%
7 8.104 1019 1023 1046 rBV 397230 479926 20.17% 3.046%
8 9.175 1201 1205 1208 rBvY 2745788 2313815 97.22% 14.685%
9 9.563 1268 1271 1279 rBV 53661 60456 2.54% 0.384%
10 9.851 1316 1320 1334 rBV 628524 568869 23.90% 3.610%
11 10.492 1426 1429 1435 rBvV 33746 37199 1.56% 0.236%

12 10.639 1449 1454 1460 rBV 1467500 1422467 59.77% 9.028%
13 10.692 1460 1463 1478 rVB 85736 158221 6.65% 1.004%
14 11.333 1568 1572 1589 rBV 573609 566870 23.82% 3.598%
15 11.857 1657 1661 1671 rBV2 112943 121375 5.10% 0.770%

16 12.639 1791 1794 1799 rBV 42759 49205 2.07% 0.312%
17 12.916 1836 1841 1844 rBV 2651907 2379860 100.00% 15.104%
18 13.480 1932 1937 1943 rBV5 22131 28853 1.21% 0.183%

19 13.816 1990 1994 2008 rBvV4 53000 133453 5.61% 0.847%
20 13.963 2016 2019 2030 rVB 416027 470372 19.76% 2.985%

21 14.121 2043 2046 2051 rVB2 35115 32646 1.37% 0.207%
22 14.427 2094 2098 2102 rBV 52460 46542 1.96% 0.295%
23 14.727 2145 2149 2153 rBV 58981 58688 2.47% 0.372%
24 15.057 2201 2205 2211 rVB 56177 63664 2.68% 0.404%
25 15.410 2260 2265 2277 rBV 273064 436254 18.33% 2.769%
26 15.845 2334 2339 2345 rBV2 37199 51961 2.18% 0.330%
27 16.339 2416 2423 2427 rBV3 21645 37824 1.59% 0.240%
Sum of corrected areas: 15756049
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117035.D

Aca On : 13 Sep 2019 21:05

Operator : HP/JU

Sample : K4848-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117035.D

Aca On : 13 Sep 2019 21:05

Operator : HP/JU

Sample : K4848-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 88.95 ng 1663920 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 766 (6.593 min): BF117035.D (-762) (-) m/z 131.95 100.00%
132
5000 68
26 TrTTTTTTTTT T T T T T T T
40 54 - 06 J 6.20 6.40 6.60 6.80 7.00
B S e m/z 68.00 41.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SRS SRS S
6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.78%
31
"'I'"%H'“'I'!'j?"”I'L"I"'W""I""P"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 26.71%
104
66
14 27 30 50 07T g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e R A RERE
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.19%
5000 98 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??.
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path :

Data File : BF117035.D

Aca On - 13 Sep 2019 21:05
Operator : HP/JU

Sample : K4848-02

Misc :

ALS Vial : 11

Quant Method
Quant Title

TIC Library :

TIC Integration Parameters:

Sample Multiplier: 1

C:\DATABASENNIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4
R.T. EstConc Area Relative to ISTD R.T.
10.69 5.58 ng 158221 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HINO2S 000070-55-3 97
2 N-p-toluenesulfonvl-I-threonine.... 363 C18H21NO5S 1000130-34-4 83
3 Thiosulfuric acid. S-12-I3-(4-me... 381 C12H19N305S3 1000255-60-3 83
4 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 64
5 4-Toluenesulfonylmethyl isocyanide 195 C9HINO2S 036635-61-7 43
Abundance Scan 1463 (10.692 min): BF117035.D (-1460) (-) m/z 91.00 100.00%
o
5000
65 171
39 ' 130 10.40 10.60 10.80 11.00
Ay m/z 171.00 38.37%
m/z--> 50 100 150 200 250 300 350
Abundance #39306: Benzenesulfonamide, 4-methyl-
o
5000 LI I BN UL B
65 17 10.40 10.60 10.80 11.00
39 ‘ m/z 155.00 33.72%
|f1|1*>9139||
m/z--> 50 100 150 200 250 300 350
Abundance #192444: N-p-toluenesulfonyl-I-threonine, benzyl ester
el
171 e 100 e 10
5000 65 m/z 65.00 32.29%
. .1}$.m.ﬁsl 1£9;gs}ﬂ . 208228 254274296319
m/z--> 50 100 150 200 250 300 350
Abundance #202690: Thiosulfuric acid, S-[2-[3-(4-methylbenzenesulfon... T . b . e
o9 10,40 10.60 10.80 11.00
m/z 107.00 24 .33%
5000 65 171
e
(413 139 | | 191 225 254 285 381
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00

8270-BF091319.M Mon Sep 16 16:34:29 2019

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117035.D

Aca On : 13 Sep 2019 21:05

Operator : HP/JU

Sample : K4848-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4.28 ng 121375 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 d-Glucitol, 4-0-nonyl- 308 C15H3206 132591-06-1 27
Abundance Scan 1662 (11.863 min): BF117035.D (-1657) (-) m/z 73.00 100.00%
73
60
43
5000 129
213
14315717118 256 11.60 11.80 12.00 12.20
.'.U . ﬁl .?“','. .'.|.,....,....l,..'..,.'. w9 1227 4 m/z 60.00 69.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 L UL B UL B
11.60 11.80 12.00 12.20
m/z 43.05 55.73%
TJJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 11.60 11.80 12.00 12.20
5000 129 m/z 55.00 55 .54%
29 171
15 214
T } ‘ 143157 ‘ 185
Illll‘lll‘l‘\ H“‘:‘l‘::” \H |‘ ‘:: ”“ A I NS e
m/z--> 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
m/z 41.00 55.00%
5000 129
29
199
‘ L4u 143157171185 242
15 | 4
m/z--> 25 Jo 60 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 : BF117035.D

Aca On : 13 Sep 2019 21:05

Operator : HP/JU

Sample : K4848-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.67 ng 133453 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 87
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 87
3 11-Tricosene 322 C23H46 052078-56-5 83
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 83
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 81
Abundance Scan 1995 (13.821 min): BF117035.D (-1990) (-) m/z 69.00 100.00%
o | 97
43
5000
125
| 216 248 13.60 13.80 14.00 14.20
| m/z 57.00 98.22%
m/z--> 50 100 150 200 250 300 350
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
87 g3
5000 111
13.60 13.80 14.00 14.20
29 m/z 83.05 96.32%
.l |l140 168 196 241 342
m/z--> 50 100 150 200 250 300 350 '
Abundance #215485: Heptafluorobutyric acid, n-tetradecy! ester
83
13.60 13.80 14.00 14.20
5000 111 m/z 97.00 92.87%
29 169
[ ‘ b i | as 2a 302
m/z--> 50 100 150 200 250 300 350 '
Abundance #163017: 11-Tricosene
43 13.60 13.80 14.00 14.20
m/z 55.05 89 .55%
5000 8
111
| | | 140 168 196 224244266 204 322
m/z--> 50 100 150 200 250 300 350 ' 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 : BF117035.D

Aca On : 13 Sep 2019 21:05

Operator : HP/JU

Sample : K4848-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane, 7-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.69 ng 58688 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Triacontane 422 C30H62 000638-68-6 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 2149 (14.727 min): BF117035.D (-2145) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.40 14.60 14.80 15.00
e “.'].‘..,.:.l?l,....,.??l.,....,....,... m/z 71.05 89.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl-
57
5000 85
14.40 14.60 14.80 15.00
m/z 85.10 74 .29%
Ll ﬂlﬁ3 141 182 511 o5p 281 3pg 337
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #141426: Heneicosane
57
85 14.40 14.60 14.80 15.00
5000 m/z 43.05 54 _.84%
29 113
[ L7408 360 107 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane B AR
57 14.40 14.60 14.80 15.00
m/z 99.10 23.72%
5000 85
118 941
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117035.D

Aca On : 13 Sep 2019 21:05

Operator : HP/JU

Sample : K4848-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.06 2.92 ng 63664 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2206 (15.063 min): BF117035.D (-2201) (-) m/z 57.10 100.00%
57
85
5000
13 141 208 14,80 15.00 15,20 1540
O m/z 71.05 94.95%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 85.05 67 .85%
29 113
P4 b [T, 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
14.80 15.00 15.20 15.40
5000 m/z 43.05 47 .42%
85
290 | | | (M3 141 160 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane B L e
57 14.80 15.00 15.20 15.40
m/z 69.00 24 .76%
85
5000
29
[ L M8 141 169 107 268
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117035.D

Aca On : 13 Sep 2019 21:05

Operator : HP/JU

Sample : K4848-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.38 ng 51961 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2338 (15.839 min): BF117035.D (-2334) (-) m/z 57.05 100.00%
57
85
5000
\ |113133 209 281 15.60 15.80 16.00 16.20
e m/z 71.00 75.38%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
15.60 15.80 16.00 16.20
m/z 85.00 64.72%
29 113 141
‘ j y “ 1,141,169 197 225 253 295 323 367
m/z--> 55 100 1éo 260 2éo 300 3éo
Abundance #141426: Heneicosane
57
85 15.60 15.80 16.00 16.20
5000 m/z 43.05 58.15%
29 113
Pl L4 T 141 160 197 225 253 206
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #202661: Heptacosane B R o e
57 15.60 15.80 16.00 16.20
m/z 41.00 27.01%
5000 85
29 13 1
| 1| “ 169 197 225 253 281 309 337 380

m/z--> 50 100 150 200 250 300 350 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\BF091319\
Data File : BF117035.D

Acq On : 13 Sep 2019 21:05

Operator : HP/JU

Sample - K4848-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_M
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 89.0 ng 1663920 1 6.82 374125 20.0
Benzenesulfonamid... 10.69 5.6 ng 158221 4 11.33 566870 20.0
n-Hexadecanoic acid 11.86 4.3 ng 121375 4 11.33 566870 20.0
Pentafluoropropio... 13.82 5.7 ng 133453 5 13.96 470372 20.0
Eicosane, 7-hexyl- 14.73 2.7 ng 58688 6 15.41 436254 20.0
Heneicosane 15.06 2.9 ng 63664 6 15.41 436254 20.0
Hexacosane 15.84 2.4 ng 51961 6 15.41 436254 20.0
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