LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample > H4150-01 5X

Misc :

ALS Vial : 65 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:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 1.713 10 11 60 rvB 502135 1129975 100.00% 16.914%
2 4.684 269 271 276 rBY 6974 12179 1.08% 0.182%
3 5.153 310 312 326 rBvY 124818 224596 19.88% 3.362%
4 6.227 405 406 414 rBv2 191230 272211 24.09%  4.075%
5 6.342 414 416 435 rVV 270671 327779 29.01%  4.906%
6 6.582 435 437 448 rvV 212120 322308 28.52%  4.824%
7 6.730 448 450 461 rVB 229775 227880 20.17% 3.411%
8 7.142 485 486 503 rBvV 81844 176350 15.61% 2.640%
9 7.862 547 549 565 rBV 461599 468761 41.48% 7.017%
10 8.936 641 643 653 rBY 220361 272818 24.14%  4.084%
11 9.336 677 678 681 rBV 29874 40739 3.61% 0.610%

12 9.611 700 702 704 rBV 497989 474348 41.98% 7.100%
13 10.388 768 770 776 rBB2 97379 123989 10.97% 1.856%
14 11.085 828 831 843 rBV 332314 395285 34.98% 5.917%

15 12.148 922 924 931 rBV 9057 20912 1.85% 0.313%
16 12.457 946 951 953 rBV 8269 12653 1.12% 0.189%
17 12.502 953 955 958 rvv 170104 172173 15.24% 2.577%
18 12.582 961 962 964 rVB 23449 17371 1.54% 0.260%

19 12.662 967 969 972 rBV 148231 141306 12.51% 2.115%
20 13.211 1014 1017 1019 rBV 102366 111712 9.89% 1.672%

21 13.257 1019 1021 1025 rVB2 13572 25219 2.23% 0.377%
22 13.577 1047 1049 1052 rBV 19799 35031 3.10% 0.524%
23 13.702 1057 1060 1067 rBV 330522 364997 32.30% 5.463%
24 13.897 1073 1077 1079 rBV2 25753 41975 3.71% 0.628%
25 13.988 1083 1085 1089 rBv4 4827 12893 1.14% 0.193%
26 14.194 1101 1103 1107 rBV3 18725 41987 3.72% 0.628%
27 14.491 1127 1129 1132 rBV 35147 46573 4.12% 0.697%
28 14.697 1144 1147 1150 rBV3 18996 39544 3.50% 0.592%
29 14.777 1152 1154 1156 rVB 35732 36728 3.25% 0.550%
30 14.994 1171 1173 1175 rBV3 15746 24474 2.17% 0.366%
31 15.051 1175 1178 1181 rVV 214748 321242 28.43% 4._.808%
32 15.097 1181 1182 1186 rVB2 34911 37581 3.33% 0.563%
33 15.451 1211 1213 1221 rBV2 37042 88923 7.87% 1.331%
34 15.863 1247 1249 1252 rBV2 17345 34691 3.07% 0.519%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample > H4150-01 5X

Misc :

ALS Vial : 65 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:\HPCHEM1\BNA_F\METHODS\8270-BF072016-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.977 1256 1259 1264 rVB3 22326 45652 4._.04% 0.683%
36 16.343 1288 1291 1294 rVV2 15573 25470 2.25% 0.381%
37 16.445 1297 1300 1302 rVVv2 14890 30818 2.73% 0.461%
38 16.503 1303 1305 1312 rVB6 15553 37228 3.29% 0.557%
39 16.754 1323 1327 1332 rVB2 35592 92479 8.18% 1.384%
40 16.857 1333 1336 1338 rBV2 11112 28455 2.52% 0.426%
41 17.120 1356 1359 1360 rBV3 9203 21142 1.87% 0.316%
42 17.166 1360 1363 1369 rVB4 29044 91196 8.07% 1.365%
43 17.428 1379 1386 1390 rBVS8 14428 59620 5.28% 0.892%
44 17.554 1395 1397 1403 rVB7 11792 35223 3.12% 0.527%
45 18.263 1456 1459 1464 rVV6 6365 18609 1.65% 0.279%
46 18.389 1466 1470 1477 rVB5 33164 97714 8.65% 1.463%

Sum of corrected areas: 6680809
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089267.D
5000001 1|71

400000

300000 6.34

6.73
6.58

200000 6.23

5.15
100000 7.14

4.68

L e R

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF089267.D
500000 9161

400000
11.08
300000

8.94
200000 12.50

10.39

9.34
12.15 12.

L & e N e e et

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF089267.D
500000

100000

400000
13.70

300000 15.05

200000

100000

13,90 14.19
3.99

O e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 2 unknown6.34 Concentration Rank 2

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

6.34 20.34 ng 327779 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 416 (6.342 min): BF089267.D (-414) (-) m/z 132.00 100.00%
132
5000

6.00 6.20 6.40 6.60

0 m/z 68.10 43.06%
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
5000
6.00 6.20 6.40 6.60
0
a1 51 78 m/z 134.00  31.88%
38
0 1 H N !
T T TR T R T e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
e IR e e o
6.00 6.20 6.40 6.60
5000 m/z 66.10 27.92%
3 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132 6.00 6.20 6.40 6.60
m/z 69.05 18.16%
5000
27 64
e e e e e e e R R RS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 Hexadecanoic acid, 1,1-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.50 9.43 ng 172173 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 90
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 87
3 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 37
4 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 35

Abundance Scan 955 (12.502 min): BF089267.D (-953) (-) m/z 56.10 100.00%

56
5000 41

129 LI L L L L L LB L BN |
157 185202 239257 12.20 12.40 12.60 12.80

97

0 m/z 57.05 61.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 4 %#fﬁ-ﬁ‘ﬁjv—v—v—rﬂ—v—v—rv—v—v—v—y
23 12.20 12.40 12.60 12.80
m/z 41.10 45 .83%
A BAR. .”P”w..q””P”.P”.””.”..”.””.”.P”q””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
B BEER RS
12.20 12.40 12.60 12.80
5000 a1 m/z 43.10 43 .86%
& 257
129
o 26 101 157 185 213 239 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48897: Decane, 2,2,3-trimethyl- = e
57 12. 20 12. 40 12 60 12. 80

m/z 55.10 36.61%

5000
41
85 126
J u‘ ‘ i | 169

N e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12 60 12. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 Butyl myristate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.21 6.12 ng 111712 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butyl myristate 284 C18H3602 000110-36-1 52
2 Nipecotic acid 129 C6H11NO2 000498-95-3 47
3 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 30
4 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 30
5 Cycloheptylamine 113 C7H15N 005452-35-7 27
Abundance Scan 1017 (13.211 min): BF089267.D (-1014) (-) m/z 56.10 100.00%
56
5000
| 73 129 285
97 267 AR AR BRI
| h 11 | 43 1718819955 24 12.80 13.00 13.20 13.40 13.60
Ot prer bl m/z 57.10 68.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate ’Aw-/
56
5000 AUV BN R
41 229 12:80 13.00 13.20 13.40 13.60
73 0
101 129 185 211 284 m/z 43.10 48 .29%
AR 143 171 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
12:80 13.00 13,20 13.40 13.60
5000 m/z 41.10 41.27%
30 84 129
101
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6727: 1-Hexene, 2,5-dimethyl- R B
56 12.80 13.00 13.20 13.40 13.60
m/z 55.10 38.48%
41
5000
2 112
OIIII"I"‘IJIII II‘EI-'I"'g'?I""I""""""I""I""""""I""I"" LA AR DAL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 Triacontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.90 2.30 ng 41975 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 1077 (13.897 min): BF089267.D (-1073) (-) m/z 57.05 100.00%
57
85
5000
[118 141163 191 13.60 13.80 14.00 14.20
0 ....,.ulﬂ-wm'|"..,....,....,....,....,... m/z 71.10 71.37%
m/z--> 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 R AR R DR SRR
13. 60 13. 80 14. oo 14 20
13, m/z 85.10 60.55%
oL 2l i1 d L ‘ 41 169 197 225 253 281 309 337 365 303 422
m/z--> §o 100 1éo 260 2éo 360 3%0 460
Abundance
57
13.60 13.80 14.00 14.20
5000 85 m/z 43.10 55.65%
113
L2 141 169 211 239 267 295 323 352
m/z--> §o 160 1éo 200 250 360 3%0 460
Abundance #141426: Heneicosane R BRI B
57 13.60 13.80 14.00 14.20
m/z 55.10 32.86%
85
5000
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> % 1m ﬁo M 2% ﬁo ﬁ)4& anmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 Hentriacontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.19 2.30 ng 41987 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 64
2 Pentacosane 352 C25H52 000629-99-2 64
3 Octacosane 394 C28H58 000630-02-4 59
4 Hexacosane 366 C26H54 000630-01-3 59
5 Tetracosane 338 C24H50 000646-31-1 59
Abundance Scan 1103 (14.194 min): BF089267.D (-1101) (-) m/z 57.10 100.00%
57
5000 85 N__’VAbﬂﬁﬂvﬁdAv_ﬁ»~«JAv~/\f
L 57 150 1400 1420 1440 1460
oL M m/z 71.10  71.05%
m/z--> 50 1 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 R SR UL BN B
Bmmmmmmmmm
13 m/z 43.10 65.18%
0 | M 1 H w1?1‘1§9‘197 225 253 281 309 337 365 437
m/z--> §o 150 260 2%0 360 3%0 460 '
Abundance
57
13.80 14.00 14.20 14.40 14.60
5000 85 m/z 85.10 45 _.90%
113
o2 141 1690 211 239 267 295 323 352
m/z--> §o 160 1éo 260 250 360 3%0 460 '
Abundance #209565: Octacosane B o
57 13.80 14.00 14.20 14.40 14.60
m/z 55.10 23.25%
5000 85 AMmNVAXJ'”PNW[\JNVV“NA“ﬁ/ﬁ/
29 113
oL L | || |77 ,242 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 351;0 4(')0 ! 13. 80 14. oo 14 20 14. 40 14|60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.90 ng 46573 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Octadecane, l1l-iodo- 380 C18H371 000629-93-6 72
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 64
4 Hexacosane 366 C26H54 000630-01-3 62
5 Heneicosane 296 C21H44 000629-94-7 58
Abundance Scan 1129 (14.491 min): BF089267.D (-1127) (-) m/z 57.10 100.00%
57
5000
253
113 L B B SULLLE B

35155175195 217 14&0 14M0 14k0 1&80

o el i L Tm/z 71.10  79.33%

m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane

8

5000 85 .
14.20 14.40 14.60 14.80

m/z 43.10 66 .34%

29
o Ll L TP 00 o g 2t
m/z--> 50 100 150 200 250 300 350
Abundance
57
e e ERRES BE s
85 14.20 14.40 14.60 14.80
5000 m/z 85.05 52.35%
113 253
29
0 141 169 197 235 380
— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141429: Eicosane, 2-methyl- R B B
57 14.20 14.40 14.60 14.80
m/z 253.20 30.80%
5000
85
29
J | ] | 113 141 169 197 253 281
ob—t bl i L e e
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 9 Benzo[e]pyrene

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.70 2.46 ng 39544 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 64
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 60
3 Perylene 252 C20H12 000198-55-0 52
4 Benzo[a]pyrene 252 C20H12 000050-32-8 52
5 4,5-Diphenyl-2-imidazolethiol 252 C15H12N2S 002349-58-8 50

Abundance Scan 1147 (14.697 min): BF089267.D (-1144) (-) m/z 252.10 100.00%
2
5000
395367 8 1915 149 171 107211226 sor || 1440 1460 1480 1500
0 m/z 250.10 29.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252
5000 LR DL SR UL B
14.40 14.60 14.80 15.00
125 m/z 253.10 24 . 77%
o 39 63 83 111 | 146 174 200 224 w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
14.40 14.60 14.80 15.00
5000 m/z 109.10 15.93%
126
o g7 %2 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104214: Perylene B AL B A R o B
2 14.40 14.60 14.80 15.00
m/z 126.00 15.60%
5000
ol 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 10 Heptadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.78 2.29 ng 36728 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 1154 (14.777 min): BF089267.D (-1152) (-) m/z 57.10 100.00%
57
5000
155 183 ;209 252 1440 14160 1480 1560
o m/z 71.10 72 .91%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 N A U U I
14.40 14.60 14.80 15.00
29 m/z 43.10 58 .44%
0 Ll “1% 141 169 107 240
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
14.40 14.:60 14.80 1500
5000 85 m/z 85.10 54 _27%
2 13 g
0 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #185533: Pentacosane A REEE RS
57 14.40 14.60 14.80 15.00
m/z 55.10 23.46%
5000 85
113
o2l ﬂ |1 169989211 230 267 295 323 352
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00

8270-BF072016.-M Mon Jul 25 17:30:17 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 11 Hexacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.45 5.54 ng 88923 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Pentacosane 352 C25H52 000629-99-2 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetratetracontane 619 C44H90 007098-22-8 86

Abundance Scan 1213 (15.451 min): BF089267.D (-1211) (-) m/z 57.10 100.00%
57
5000
3615 183 206 232 gy " 15.20 15.40 15.60 15.80
0! m/z 71.10 70.92%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
5000 85 LI SR ISR B B
15.20 15. 40 15. 60 15. 80
113 m/z 43.10 58.17%
0 ?9“h | Mt 169 197 225 253 295 366
m/z--> 50 160 1éo 260 250 360 3éo
Abundance
57
" 15.20 15.40 15.60 15.80
5000 85 m/z 85.10 52.12%
113
oL 2 141 169199211 239 267 205 323 352
m/z--> 55 160 1éo 200 250 360 3éo
Abundance #202661: Heptacosane T
57 15.20 15.40 15.60 15.80
m/z 55.10 27 .07%
5000 85
29 113 14
ol ) 1 | 169 197 225 253 281 309 337 380
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3éo 15.20 15. 40 15. 60 15. 80

8270-BF072016.-M Mon Jul 25 17:30:18 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 12 Tetradecane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.86 2.16 ng 34691 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 53
2 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 53
3 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 53
4 Hexadecane 226 C16H34 000544-76-3 50
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 50
Abundance Scan 1249 (15.863 min): BF089267.D (-1247) (-) m/z 57.10 100.00%
57
185 187 215239 15,60 15.80 16.00 16.20
o/ M— m/z 71.10 82.13%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #71400: Tetradecane, 2-methyl-
57
5000 L DU DU UL B
85 15.60 15.80 16.00 16.20
29 s 169 m/z 43.10 61.91%
0 |2| .“. | I“' ‘l\ Al u‘l .‘ ; \Ilf}ll ; \‘; I:II-9\|7| —
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
15,60 15.80 16.00 16.20
5000 71 m/z 85.05 54 _25%
. 99 127 155 13 21T 239
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #213038: Disulfide, di-tert-dodecy! B AR R
57 15.60 15.80 16.00 16.20
m/z 99.10 29.10%
5000 85
2L |
o b L L] 139 7| 205 234 374 402 I |
m/z--> 0 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF072016.-M Mon Jul 25 17:30:19 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 13 unknownl5.98 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.84 ng 45652 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 38
2 1-Cyclohexene, 1,3,3-trimethyl-2._._. 206 C14H220 1000197-08-4 38
3 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 37
4 Amiphenazole 191 C9HON3S 000490-55-1 35
5 2,4,7-Pteridinetriamine, 6-methyl- 191 C7HON7 017539-50-3 27
Abundance Scan 1259 (15.977 min): BF089267.D (-1256) (-) m/z 191.15 100.00%
191
5000 69 o5
123

43 148 173 221 NN L L
281 15.60 15.80 16.00 16.20

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-
95 191

5000

15.60 15.80 16.00 16.20
m/z 95.10 41.01%

206 236 264280 303318

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
191
R AR
15.60 15.80 16.00 16.20
5000 43 m/z 81.10 35.69%
123
149
107 206
7 60 91 173
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe... A REEE RS
191 15.60 15.80 16.00 16.20
109 m/z 123.10  26.98%
5000 82
136
57
ool L L2
N ST '8 R O N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF072016.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 14 unknownl16.50 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.50 2.32 ng 37228 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Fluoro-6-(trifluoromethyl)benz... 192 C8H4F40 060611-24-7 22
2 [1,3]Dioxolo[4,5-g]quinolin-6(5H... 191 C10H9NO3 1000362-65-6 14
3 2-Amino-3-cyano-4,5-pentamethyle. .. 192 C10H12N2S 023917-22-8 11
4 Dispiro[2.2.5.0]Jundecan-4-one, 5... 220 C15H240 1000152-13-8 10
5 3,6-Methano-1,2,3,4,4a,5,6,8a-oc... 191 C12H17NO 1000188-01-0 9

Abundance Scan 1305 (16.503 min): BF089267.D (-1303) (-) m/z 191.20 100.00%
191
67 81
5
136 159 221 239
5000 1o 259
1| | 1520 1640 1660 1580
o} m/z 81.05 77 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54962: 2-Fluoro-6-(trifluoromethyl)benzaldehyde
191
5000 163 USSR SRR SRR B
16.20 16.40 16.60 16.80
14 m/z 67.10 76.81%
M‘ h‘mﬂd \M \‘ H M
OIIII"'I i IIIII"""""""""""""'I""III
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
16.20 16.40 16.60 16.80
5000 5 m/z 68.00 73.66%
104 163
148
" 132
ol 118
mrﬁwmmﬂwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54111: 2-Amino-3-cyano-4,5-pentamethylene thiophene
192 16.20 16.40 16.60 16.80
138 m/z 192.10 69.87%
163
5000
60
a5 | 91 105119 1rr ‘
OIIIIIIIII‘\I‘IHHMHHH‘\\\ \\ ‘..J.‘.....“. RS RRAREmaman=eE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80

8270-BF072016.-M Mon Jul 25 17:30:21 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 15 unknownl6.75 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.75 5.76 ng 92479 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Megastigma-4,6(E),8(E)-triene 176 C13H20 051468-86-1 18
2 Megastigma-4,6(Z2),8(Z)-triene 176 C13H20 071186-25-9 18
3 Megastigma-4,6(Z2),8(E)-triene 176 C13H20 051468-85-0 14
4 Megastigma-4,6(E),8(2)-triene 176 C13H20 071186-24-8 14
5 Alloaromadendrene 204 C15H24 025246-27-9 14
Abundance Scan 1327 (16.754 min): BF089267.D (-1323) (-) m/z 43.10 100.00%
a3
81
57 95 213
5000 231

16.40 16.60 16.80 17.00
m/z 41.10 64.14%

o

RESEERERRSY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42601: Megastigma-4,6(E),8(E)-triene

5

41 119 161

5000

16.I4O 16!60 16.I80 17.I00
m/z 81.10 60.63%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
M 119 161 R e B
91 176 16.40 16.60 16.80 17.00
5000 55 17 133 m/z 95.10 57.19%
27

147

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #42603: Megastigma-4,6(Z2),8(E)-triene R e R
5 16.40 16.60 16.80 17.00

m/z 213.10 55.51%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF072016.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 16 5-Ethoxyisoxazol-4-carboxyl... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.17 5.68 ng 91196 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethoxyisoxazol-4-carboxylic ac... 185 C8H11NO4 1000306-38-6 53
2 1(3H)-1sobenzofuranone, 3a,4,5,7... 182 C10H1403 054346-06-4 35
3 3-Heptyne, 5-methyl- 110 C8H14 061228-09-9 27
4 1,2,4-Methenoazulene, decahydro-... 204 C15H24 001137-12-8 25
5 .beta.-Humulene 204 C15H24 000116-04-1 25

Abundance Scan 1363 (17.166 min): BF089267.D (-1360) (-) m/z 205.10 100.00%
68 93 109 205
129 189
4 2 8 143 163 .
5000 217
17
929 16.80 17.00 17.20 17.40
o} m/z 68.10 96.07%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #49684: 5-Ethoxyisoxazol-4-carboxylic acid, ethyl ester
4 68 111 109
85
157
140
5000
185 16.80 17.00 17.20 17.40
96 m/z 109.10 91.45%
O”I'””I'"PL'W"“I”“'P"”"” SRR RRRAN RN R
m/z--> 40 60 8 100 120 140 160 180 200 220 240
Abundance
109
16.80 17.00 17.20 17.40
5000 m/z 107.10 88.38%
41 01
53 o5 77 123
O T Bt o o
m/z--> 40 60 8 100 120 140 160 180 200 220 240
Abundance #5927: 3-Heptyne, 5-methyl- T
81 16.80 17.00 17.20 17.40
m/z 93.05 83.93%
5000 95 110
4 53
m/z--> 40 60 8 100 120 140 160 180 200 220 240 16.80 17.00 17.20 1740

8270-BF072016.-M Mon Jul 25 17:30:22 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 17 unknownl7.43 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.43 3.71 ng 59620 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 46
2 Chlorfenac 238 C8H5CI1302 000085-34-7 22
3 6-1sopropenyl-4,8a-dimethyl-4a,5. .. 218 C15H220 086917-79-5 15
4 Indolizine, l-acetyl-2-methyl-6-... 218 C11H10N203 1000071-33-1 14
5 (1S,6R,95)-5,5,9,10-Tetramethylt. .. 218 C16H26 1000298-97-8 14
Abundance Scan 1386 (17.428 min): BF089267.D (-1379) (-) m/z 218.20 100.00%
55 9% 203218
123
69 151,65
109 179 259
5000 187
4
i \ - 17720 17,40 1760 1780
O e e m/z 95.10 96.07%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
a1 81 95

5000

17.20 17.40 17.60 17.80
m/z 203.20 85.89%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

203
159
123 17.20 17.40 17.60 17.80
5000 038 m/z 55.10 84.29%
73 g7
60 109 139 175189 297

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr.... R B A B
17.20 17.40 17.60 17.80

m/z 123.10 75.89%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17. 40 17. 60 17. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 18 unknownl7.55 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.55 2.19 ng 35223 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyridine, 1-(chloroacetyl)-1,2,3_... 159 C7H10CINO 063177-40-2 10
2 1,4-Benzenediol, 2-[8-hydroxy-3-... 278 C16H2204 077828-64-9 10
3 Cyclohexanecarboxylic acid, 4-me... 234 C14H1803 1000307-70-5 10
4 1,3-Dimethyl-4-nitro-1H-pyrazole 141 C5H7N302 003920-38-5 10
5 2,3-Diaminophenol 124 C6H8N20 059649-56-8 10
Abundance Scan 1397 (17.554 min): BF089267.D (-1395) (-) m/z 57.10 100.00%
g7
124
43 B2 41 177 229
5000
191
105 207
| | | |“| “ || | 1T9 | 281 17.20 17.40 17.60 17.80
O ,, 11BN VNN A B m/z 124.05  74.40%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30578: Pyridine, 1-(chloroacetyl)-1,2,3,6-tetrahydro-
124
5000 RSN AR BN SO I
54 g, 17.20 17.40 17.60 17.80
68 159 m/z 134.10 67.53%
ol 4 96110 | gy
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
124
43
28 161
17.20 17.40 17.60 17.80
5000 m/z 82.00 66.98%
67 91107 147
260 57g
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88998: Cyclohexanecarboxylic acid, 4-methoxyphenyl ester
124 17.20 17.40 17.60 17.80
m/z 43.10 62.52%
5000
83
a1 55 109
Jz e | 24
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 19 unknownl1l8.39 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.39 6.08 ng 97714 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 38
2 Silane, tetra-2-propenyl- 192 C12H20Si 001112-66-9 35
3 2(1H)-Pyridinone, 1-propyl- 137 C8H11NO 019006-63-4 25
4 (+)-(2)-Longipinane 206 C15H26 1000156-12-3 25
5 5-Bromo-4-o0xo0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 25
Abundance Scan 1470 (18.389 min): BF089267.D (-1466) (-) m/z 69.10 100.00%

e

218231 273 e
18.00 18.20 18.40 18.60 18.80
of m/z 95.00 85.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
5

5000

5000

18.00 18.20 18.40 18.60 18.80
m/z 109.10 74 .49%

2
190
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

0
95 109123
69 151 R o L m
43 18. 00 18. 20 18 40 18. 60 18. 80
5000 m/z 55.10 72.26%
ol g6 || 8 138 | 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16759: 2(1H)-Pyridinone, 1-propy!- A ERmEa mEa S
95 18.00 18.20 18.40 18.60 18.80

m/z 123.10 67.47%

& 137
5000
39 0 122
53 109

01 e e LR m e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 00 18. 20 18 40 18. 60 18. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089267.D

Acq On : 24 Jul 2016 8:35

Operator : UM/SJ

Sample > H4150-01 5X

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 .34 6.34 20.3 ng 327779 1 6.58 322308 20.0
Hexadecanoic acid... 12.50 9.4 ng 172173 5 13.70 364997 20.0
Butyl myristate 13.21 6.1 ng 111712 5 13.70 364997 20.0
Triacontane 13.90 2.3 ng 41975 5 13.70 364997 20.0
Hentriacontane 14.19 2.3 ng 41987 5 13.70 364997 20.0
Octadecane 14.49 2.9 ng 46573 6 15.05 321242 20.0
Benzo[e]pyrene 14_.70 2.5 ng 39544 6 15.05 321242 20.0
Heptadecane 14.78 2.3 ng 36728 6 15.05 321242 20.0
Hexacosane 15.45 5.5 ng 88923 6 15.05 321242 20.0
Tetradecane, 2-me... 15.86 2.2 ng 34691 6 15.05 321242 20.0
unknown15.98 15.98 2.8 ng 45652 6 15.05 321242 20.0
unknown16 .50 16.50 2.3 ng 37228 6 15.05 321242 20.0
unknownl16.75 16.75 5.8 ng 92479 6 15.05 321242 20.0
5-Ethoxyisoxazol-... 17.17 5.7 ng 91196 6 15.05 321242 20.0
unknownl17.43 17.43 3.7 ng 59620 6 15.05 321242 20.0
unknownl17 .55 17.55 2.2 ng 35223 6 15.05 321242 20.0
unknown18.39 18.39 6.1 ng 97714 6 15.05 321242 20.0
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