LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101336.D

Aca On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample : 16822-02

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:\HPCHEM1I\BNA F\METHODS\8270-BF113017.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 5.045 500 503 514 rBV 52661 78751 5.86% 0.684%
2 5.445 567 571 587 rBY 1107264 1093710 81.35% 9.499%
3 6.463 739 744 755 rBVY 1102073 1151930 85.68% 10.005%
4 6.598 762 767 770 rBVY 1295941 1170861 87.08% 10.169%
5 6.822 802 805 812 rBB 328715 258877 19.25% 2.248%
6 6.981 828 832 835 rBV 997839 887991 66.05% 7.712%
7 7.392 897 902 914 rBV 695525 689137 51.26% 5.985%
8 8.104 1020 1023 1029 rBV 402646 331212 24.63% 2.877%
9 9.181 1201 1206 1209 rBVY 1597934 1344509 100.00% 11.677%
10 9.251 1215 1218 1221 rBV 20674 16262 1.21% 0.141%
11 9.575 1269 1273 1279 rVB 151820 130578 9.71% 1.134%
12 9.780 1304 1308 1312 rVB 42205 30832 2.29% 0.268%
13 9.863 1318 1322 1326 rBV 420207 352015 26.18% 3.057%
14 10.280 1390 1393 1396 rVB 46342 34091 2.54% 0.296%
15 10.498 1423 1430 1433 rBvV 15517 20088 1.49% 0.174%
16 10.657 1453 1457 1464 rBV 799029 715953 53.25% 6.218%
17 10.751 1471 1473 1483 rVB 40582 49992 3.72% 0.434%
18 11.204 1546 1550 1552 rBvV 23086 18772 1.40% 0.163%
19 11.357 1572 1576 1578 rBV 364323 341851 25.43% 2.969%
20 11.374 1578 1579 1584 rVB 55214 42395 3.15% 0.368%
21 11.869 1656 1663 1665 rBV2 15116 23858 1.77% 0.207%
22 12.569 1779 1782 1788 rBV 105525 94648 7.04% 0.822%
23 12.739 1806 1811 1816 rBV 71308 59079 4 _.39% 0.513%
24 12.804 1819 1822 1825 rVB 95034 83182 6.19% 0.722%
25 12.939 1841 1845 1849 rVB 1173306 1087115 80.86% 9.442%
26 13.133 1871 1878 1880 rBV 17701 23419 1.74% 0.203%
27 13.157 1880 1882 1886 rVB 21307 16808 1.25% 0.146%
28 13.498 1936 1940 1943 rBV 42952 38410 2.86% 0.334%
29 13.827 1990 1996 1999 rBV2 132590 143744 10.69% 1.248%
30 13.963 2016 2019 2022 rBV 74580 65222 4 .85% 0.566%
31 14.004 2022 2026 2029 rVvv2 343165 347077 25.81% 3.014%
32 14.027 2029 2030 2034 rVB 45270 37109 2.76% 0.322%
33 14.145 2046 2050 2054 rBV 66434 63115 4 .69% 0.548%
34 14.445 2099 2101 2104 rBV 53861 51498 3.83% 0.447%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101336.D

Aca On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample : 16822-02

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:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.751 2150 2153 2157 rVB 54935 52733 3.92% 0.458%
36 14.827 2164 2166 2171 rVB3 21152 21833 1.62% 0.190%
37 15.051 2200 2204 2206 rBV 36636 47984 3.57% 0.417%
38 15.086 2207 2210 2213 rVB2 46101 57450 4.27% 0.499%
39 15.351 2252 2255 2262 rBV 24352 32462 2.41% 0.282%
40 15.415 2263 2266 2270 rVB 35075 41589 3.09% 0.361%
41 15.480 2270 2277 2281 rBV 185104 269172 20.02% 2.338%
42 15.892 2343 2347 2351 rVB4 21429 32648 2.43% 0.284%
43 16.968 2526 2530 2536 rVB3 19200 38501 2.86% 0.334%
44 17.421 2602 2607 2612 rVB5 12582 25391 1.89% 0.221%

Sum of corrected areas: 11513854
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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:\HPCHEMI\BNA F\DATA\BF121217\

BF101336.D

12 Dec 2017 18:11

SJ/Ju

16822-02

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF101336.D

6.60

5.45 6.46

6.98

6.82

5.05

0
Time-->

5.00

5.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

8.10

TIC: BF101336.D

12.94

10.66

9.86 11.36

11.26%:37

12 5733.40
: 13.50
10.28 5o [10.75 11.87 Y O S i ol

Or——+
Time-->

Do
LI B T T T T

13.50

11.50 12.00 12.50

13.00

10.50 11.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF101336.D

15.89 16.97 17.42

19.00

18.00 18.50

17.00 17.50

16.00 16.50

14.50 15.00

15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101336.D

Aca On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample : 16822-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.05 6.08 ng 78751 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 504 (5.051 min): BF101336.D (-500) (-) m/z 43.00 100.00%
43
59
5000
101 IR R N LR A
| 83 | 480 5.00 520 5.40
R s o o m/z 59.00 58.31%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 5.40
m/z 101.10 20.67%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
a 480 5.00 520 5.40
5000 m/z 58.10 13.18%
86
51 69 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8202: Acetic acid, 1,1-dimethylethyl ester R R EEammas
43 480 5.00 520 5.40
m/z 41.00 9.38%
5000 57
15 |37l s 73
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101336.D

Aca On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample : 16822-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 2 unknown6.60 Concentration Rank 1

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

6.60 90.46 ng 1170860 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 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 767 (6.598 min): BF101336.D (-762) (-) m/z 132.00 100.00%
32
5000 68
0ol P00 g 62 6 680 B 700
e e e e e b el m/z 68.10 37 .49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A IR AR R
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 33.00%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 23.41%
41 97
53 2 117
34 60 89 105 124
wwmmwwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A\
Abundance #14491: 5-Aminoindole R RAREE mEEaE
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 15.43%

5000

104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101336.D

Aca On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample : 16822-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tetradecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.75 2.92 ng 49992 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Hexadecane 226 C16H34 000544-76-3 64
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 64
4 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 59
5 2,2-Dimethyl-3-octanone 156 C10H200 005340-64-7 50

Abundance Scan 1473 (10.751 min): BF101336.D (-1471) (-) m/z 57.10 100.00%
57
43
71
5000 a5
9 113 1040 1050 10.80 1100
T I I L L B N e o R Al m/z 43.05 72 .28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 AR AR R IR SR
10.40 10.60 10.80 11.00
29 m/z 71.05 58.50%
HJ\\M‘?WWW%M 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
10.40 10.60 10.80 11.00
5000 1 m/z 85.05 36.65%
85
29
99 113 127 141 155 169 183 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57 10.40 10.60 10.80 11.00
m/z 41.10 28.07%
43 71
5000 85
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101336.D

Aca On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample : 16822-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Butyl citrate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.74 3.40 ng 59079 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid. isobutvl pent-4-en-... 270 C15H2604 1000354-11-8 64
3 Adipic acid. isobutvl trans-2-me... 298 C17H3004 1000324-74-5 56
4 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 50
5 Adipic acid, butyl 2,4-dimethylp... 300 C17H3204 1000349-77-7 50
Abundance Scan 1811 (12.739 min): BF101336.D (-1806) (-) m/z 185.10 100.00%
185
129
5000
57 111 AU UV
341 g || 47 203 259 12.40 12.60 12.80 13.00
S 0 Y M NS 0P M oS S — m/z 129.00 72.16%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185
129
5000 AU RS
12.40 12.60 12.80 13.00
41 " 259 m/z 57.10 22 .69%
|| Jeo & T 87 213231 287 361
m/z--> 50 100 150 200 250 300 350
Abundance
129
12.40 1260 12.80 13.00
5000 185 m/z 41.10 22 .09%
a1 69 111
87 147 203
m/z--> 50 100 150 200 250 300 350
Abundance #142858: Adipic acid, isobutyl trans-2-methylcyclohexy! ester A B e
129 12.40 12.60 12.80 13.00
m/z 111.00 14.21%
5000
185
55 97
29 | U 73, 'x | 147 293 2?5
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101336.D

Aca On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample : 16822-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.21 ng 38410 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 Octadecane 254 C18H38 000593-45-3 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Triacontane 422 C30H62 000638-68-6 80
Abundance Scan 1940 (13.498 min): BF101336.D (-1936) (-) m/z 57.10 100.00%
57
85
5000
4
| s i 1 211 1320 13.40 13.60 13.80

b L e A e W/Z 43.05  64.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85

5000 LA L L L L L L L L LB
13.20 13.40 13.60 13.80
4 m/z 71.05 64.33%
‘ L TP 16 197 225 asapes 29
S0 S O Y M- B~ LA . 1 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
T e e
85 13.20 13.40 13.60 13.80
5000 a m/z 85.10 55.23%
113
25 141 169 197212 240
WWWTWWWWTWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane R B R
57 13.20 13.40 13.60 13.80
m/z 41.05 27 .69%
5000 85
4
UL ™ 1 160 197 205 25
e N A s A S AL S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101336.D

Aca On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample : 16822-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 1-Dodecanol, 2-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 8.28 ng 143744 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 87
3 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 68
4 1-Octadecanesulphonvl chloride 352 C18H37ClI02S 1000342-70-4 64
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 62
Abundance Scan 1996 (13.827 min): BF101336.D (-1990) (-) m/z 57.10 100.00%
57
5000
11 e e e
169 229 13.60 13.80 14.00 14.20
'”W'”thd”PJW””P“W““P”W”“P“W””P”W”“P”W””P“W' m/z 43.10 70.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #143260: 1-Dodecanol, 2-octyl-
57
5000 LI BN SULIL ML B
13.60 13.80 14.00 14.20
T“ m/z 71.10 53.32%
L ‘u 154196235280
m/iz--> 0 55 1001502002503003504004éOSOO5é06006507007é0860 '
Abundance
57
' 13.60 13.80 14.00 14,20
5000 m/z 55.05 51.29%
111
154196 252
WWHWWWWFWWWWWWWWWWFWWWWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo- R mEEEE RS S
57 13.60 13.80 14.00 14.20
m/z 41.10 42 .26%
5000
11
11| | 155197239281323365 415457499541583628670713755 835

IIJIIIIIIIIIIIIIIII IIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII TTrTT TTrTT TTr T TTTT T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101336.D

Aca On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample : 16822-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.14 3.64 ng 63115 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 86
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86

Abundance Scan 2049 (14.139 min): BF101336.D (-2046) (-) m/z 57.10 100.00%

57
5000

13.80 14.00 14.20 14.40
m/z 71.05 64.08%

13 141 153183 208 200

m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57
5000 85 LA L L L L L L |
13.80 14.00 14.20 14.40
29 m/z 43.10 58.84%
\‘ L ‘\ “\ Il H‘ 1:\}3 i 14\.1 | 169 197 225 254
m/z--> 50 100 150 200 250 300 350
Abundance
57
R REaE e AR R
13.80 14.00 14.20 14.40
5000 g5 m/z 85.05 44 .83%
113
29 141 169 197 225 253 295 366
—— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- A R e
43 13.80 14.00 14.20 14.40
m/z 41.05 28.39%
71
5000
9 127

m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14 20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101336.D

Aca On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample : 16822-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 9 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .44 2.97 ng 51498 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 87
3 Docosane 310 C22H46 000629-97-0 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2100 (14.439 min): BF101336.D (-2099) (-) m/z 57.05 100.00%
57
85
5000
113141 TT T T[T T T T[T T T T[T T T T[T TTT
| || |I|| I1‘|59| 2?6 2‘|‘3 14.20 14.40 14.60 14.80
et o ! B o I B m/z 43.10 72.34Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000 L BN BRI B B
85 mmmmmmmm
s m/z 85.10 52.16%
29| | | | |77 141 169 197 225 253 280 309 351 379 407 436
m/z--> éo 160 1éo 260 2%0 360 350 460 !
Abundance
57
" 14.20 14.40 14.60 14.80
5000 85 m/z 71.10 51.86%
113 154 183 211 239 281
m/z--> éo 160 1éo 200 2%0 360 3%0 460 !
Abundance #153222: Docosane AR RREES RS
57 14.20 14.40 14.60 14.80
m/z 41.00 30.27%
5000 85
290 1 | ) 1M1 141 169 197 225 253 281 310

T
m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101336.D

Aca On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample : 16822-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 10 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.75 3.92 ng 52733 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Pentacosane 352 C25H52 000629-99-2 86

Abundance Scan 2153 (14.751 min): BF101336.D (-2150) (-) m/z 57.10 100.00%

57

5000

14.40 14.60 14.80 15.00
m/z 71.10 66.77%

141 159 176 193209 233

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
57
85
5000 LA L L L L L B
4 14.40 14.60 14.80 15.00

m/z 43.10 63.94%
L ‘ 1 n‘ H\ (M 169 197 225 253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R e e N REERE
a1 14.40 14.60 14.80 15.00
5000 m/z 85.10 41.33%
85

113 141756 183 211 240

WTWWTWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane R B .
57 14.40 14.60 14.80 15.00
m/z 55.10 24 .59%

85
5000

4

113
‘ L M 169 g7 225 263268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER L i e B R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14. 80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101336.D

Aca On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample : 16822-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 12 Sulfurous acid, butyl hepta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.43 ng 32648 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 50
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 43
3 4-0xononanal 156 C9H1602 1000314-10-4 43
4 Nonadecane 268 C19H40 000629-92-5 38
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 35
Abundance Scan 2347 (15.892 min): BF101336.D (-2343) (-) m/z 57.10 100.00%
57
5000 85
4 e
| 6o 179195 221 067 15.60 15.80 16.00 16.20
rreprrre e m/z 43.10 59.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200447: Sulfurous acid, butyl heptadecyl ester
57
5000 LI S BN UL B
85 15.60 15.80 16.00 16.20
4 m/z 85.10 48_.22%
h | 1ﬁ1127 . 155 183 210 239 273 291
m/z--> ﬁo Jo eb 85 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
15,60 15.80 16.00 16.20
5000 41 85 m/z 71.10 46.92%
113
26 14156 197
mwmmwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28948: 4-Oxononanal AR EEREE L
43 15.60 15.80 16.00 16.20
85 m/z 41.10 25.24%
5000
100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101336.D

Aca On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample : 16822-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 13 Oxazolo[5",4":4,5]pyrido[2,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.97 2.86 ng 38501 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxazolol5".4":4.51pvridol2.3-dIp... 276 C12H12N404 349496-92-0 53
5-(3.4-Dimethoxv-benzvlidene)-pv... 276 C13H12N205 1000318-16-4 50
3 Benzolahilpervlene 276 C22H12 000191-24-2 50
4 2-(p-TolvDoxazolol4.5-clauinoli... 276 C17H12N202 148563-22-8 50
5 1H-Cyclopenta[4,5]pyrido[l,2-a]b... 276 C17H16N4 329707-31-5 50
Abundance Scan 2530 (16.968 min): BF101336.D (-2526) (-) m/z 276.10 100.00%

5000
57

163

1 gc 105 125138

179 219 249 16.60 16.80 17.00 17.20

m/z 57.10 28 .88%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123820: Oxazolo[5',4":4,5]pyrido[2,3-d]pyrimidine-7,9(6H,...
276
164 247
5000 149 B e o N EEmes
16.60 16.80 17.00 17.20
43 67 191 m/z 277.05 18.79%
83 107 219
120 135 177 204 233 261
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
276
16.60 16.80 17.00 17.20
5000 m/z 278.05 18.77%
218
50 63 76 91104117 134147 162175 190,05 < ° 232245 261
e R T o E e B R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124614: Benzo[ghi]perylene
276 16.60 16.80 17.00 17.20
m/z 275.10 16.97%
5000
137
o1 111124 248 M
R B e e L R B e R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121217\
Data File : BF101336.D

Acq On : 12 Dec 2017 18:11

Operator : SJ/JU

Sample - 16822-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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]
2-Pentanone, 4-hy... 5.05 6.1 ng 78751 1 6.82 258877 20.0
unknown6 .60 6.60 90.5 ng 1170860 1 6.82 258877 20.0
Tetradecane 10.75 2.9 ng 49992 4 11.35 341851 20.0
Butyl citrate 12.74 3.4 ng 59079 5 14.00 347077 20.0
Heneicosane 13.50 2.2 ng 38410 5 14.00 347077 20.0
1-Dodecanol, 2-oc... 13.83 8.3 ng 143744 5 14.00 347077 20.0
Octadecane 14.14 3.6 ng 63115 5 14.00 347077 20.0
Hentriacontane 14 .44 3.0 ng 51498 5 14.00 347077 20.0
Eicosane 14.75 3.9 ng 52733 6 15.48 269172 20.0
Sulfurous acid, b... 15.89 2.4 ng 32648 6 15.48 269172 20.0
Oxazolo[5",4":4,5... 16.97 2.9 ng 38501 6 15.48 269172 20.0
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