LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089811.D

Aca On 19 Aug 2016 22:13

Operator : UM/SJ

Sample : H4518-02

Misc :

ALS Vial : 27 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-BF081916.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 1.655 5 6 15 rvv 1750819 3412683 10.82% 2.151%
2 1.781 15 17 67 rVvB 11191625 31553534 100.00% 19.884%
3 4.821 280 283 288 rBVY 2389036 3555458 11.27% 2.241%
4 4.913 288 291 293 rVB 478341 637978 2.02% 0.402%
5 5.267 319 322 324 rBVY 9797913 10256581 32.51% 6.463%
6 6.319 411 414 417 rBV 7823949 9436843 29.91% 5.947%
7 6.444 422 425 428 rVV 8509939 10577904 33.52% 6.666%
8 6.684 444 446 448 rBV 4024696 3319924 10.52% 2.092%
9 6.844 457 460 462 rBV 8097535 9075157 28.76% 5.719%
10 7.245 492 495 498 rBVY 5287116 6126731 19.42% 3.861%

11 7.965 556 558 561 rBV 4496044 3983140 12.62% 2.510%
12 9.050 650 653 655 rBY 12381852 12292812 38.96% 7.747%
13 9.439 685 687 690 rBV 2264911 2250762 7.13% 1.418%
14 9.713 709 711 713 rBV 5170989 4348932 13.78% 2.741%
15 10.502 777 780 782 rBV2 4545348 5701859 18.07% 3.593%

16 10.639 790 792 796 rVB 300326 351940 1.12% 0.222%
17 11.188 838 840 844 rBV2 4081392 4165976 13.20% 2.625%
18 11.748 887 889 892 rvv2 961118 1640737 5.20% 1.034%
19 11.794 892 893 897 rVvB 173120 328129 1.04% 0.207%
20 12.388 943 945 948 rBV 719716 883821 2.80% 0.557%

21 12.445 948 950 955 rvv3 175670 331117 1.05% 0.209%
22 12.525 955 957 962 rBV 1508828 1850172 5.86% 1.166%
23 12.616 962 965 967 rVB 1045216 1040271 3.30% 0.656%
24 12777 977 979 982 rVV 7797088 7464752 23.66% 4._.704%
25 12.891 986 989 990 rvv 959681 1107246 3.51% 0.698%

26 13.268 1019 1022 1024 rBV 3221058 3945858 12.51% 2.487%
27 13.714 1059 1061 1066 rBV2 280875 478806 1.52% 0.302%
28 13.839 1068 1072 1075 rBV3 3173356 6851571 21.71% 4.318%
29 14.388 1116 1120 1123 rBV4 282797 628329 1.99% 0.396%
30 14.457 1123 1126 1130 rBV 535598 1548707 4.91% 0.976%

31 14.880 1161 1163 1168 rVB 508272 1088253 3.45% 0.686%
32 15.142 1184 1186 1189 rVB 325002 411496 1.30% 0.259%
33 15.188 1189 1190 1192 rVV 382408 489376 1.55% 0.308%
34 15.257 1193 1196 1201 rVB 2559805 3592247 11.38% 2.264%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089811.D

Aca On 19 Aug 2016 22:13

Operator : UM/SJ

Sample : H4518-02

Misc :

ALS Vial : 27 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.394 1206 1208 1211 rBV2 240802 378732 1.20% 0.239%

36 15.897 1250 1252 1261 rVB 517669 1137297 3.60% 0.717%
37 16.274 1283 1285 1291 rVB 551318 1060091 3.36% 0.668%
38 16.525 1305 1307 1312 rVB2 255931 497198 1.58% 0.313%
39 16.788 1327 1330 1333 rVB 236721 457221 1.45% 0.288%
40 16.903 1338 1340 1346 rVB 214168 425857 1.35% 0.268%

Sum of corrected areas: 158685498
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089811.D

Aca On 19 Aug 2016 22:13

Operator : UM/SJ

Sample : H4518-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

il
2000000

TIC: BF089811.D
1.78

5.27

6.44
6.32

4.82

4.91

6.84

6.68

7.24

0
Time-->

2.00

2.50

3.00

3.50

4.00

5.00

T
4.50

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF089811.D

9/05

7.96

9.44

12.78

Time-->

10.00 10.50 11.00

11.50 12.00 12.50

9.50

13.00

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF089811.D

13.84 15.26

14.88

155149, 5 39 1590  16.27

13.7 16.53 16.78.90

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\BF081916\
Data File : BF089811.D

Aca On 19 Aug 2016 22:13

Operator : UM/SJ

Sample : H4518-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

482 2142109 3555460  1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 64

000540-88-5 39
001116-98-9 25

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 283 (4.821 min): BF089811.D (-280) (-) m/z 43.00 100.00%

43.0
59.1
5000
o ah abo 4k Sho 5k
83.0 : : : : :
o”w.“w.”WH.MHH,WJP.Z%Q.“M.“”H.”w.”w”.w”.w”.w m/z 59.10 62.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [Trrr[rrrr[rrrrrrrrprot
440 4.60 4.80 5.00 5.20
59.0 m/z 101.00 22.03%
27\9\ L . ‘ 70.0 83'0 191.0
N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R ma i e R AR
570 4.40 4.60 4.80 5.00 5.20
5000 m/z 58.10 17.00%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R
59.0 440 4.60 4.80 5.00 5.20
m/z 41.05 9.27%
5000 41.0
o Wl 730 1260 1450
e e e e e REEEEEEEEEE S e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089811.D

Aca On 19 Aug 2016 22:13

Operator : UM/SJ

Sample : H4518-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 unknown6.44 Concentration Rank 2

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

6.44 63.72 ng 10577900 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 425 (6.444 min): BF089811.D (-422) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 BN AR R SR
40.0 6.20 6.40 6.60 6.80
0 115.0 207.1 m/z 68.10 41.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BN AR R SR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 33.84%
0"'l”LN\“H'lﬁ*ﬂl“"lL"l”"l“"l“"l”"l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 26.09%
41.0 97.0
115.0
S S S I S W L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #14491: 5-Aminoindole e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.58%
5000
104.0
66.0
0 270 500 | 880 | \
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089811.D

Aca On 19 Aug 2016 22:13

Operator : UM/SJ

Sample : H4518-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.53 5.40 ng 1850170 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 957 (12.525 min): BF089811.D (-955) (-) m/z 73.00 100.00%
431 730
5000 1291
97t NS A AR AR
1571 T oa, 212 g 12.20 12.40 12.60 12.80
o} m/z 43.10 87.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 USRS ARSUNABRR
nmnmnmnm
m/z 60.00 80.95%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0  73.0
12,20 12.40 12.60 12.80
5000 m/z 57.10 77.02%
129.0 242.0
97.0 199.0
o 171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid e B LS
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.10 66.08%
5000 129.0
185.0 228.0
L A M
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089811.D

Aca On 19 Aug 2016 22:13

Operator : UM/SJ

Sample : H4518-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 1,2-Benzenedicarboxylic aci... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.89 3.23 ng 1107250 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 91
2 Phthalic acid. butyl 2-ethvlbuty... 306 C18H2604 1000356-89-0 90
3 1.2-Benzenedicarboxvlic acid. bu... 362 C22H3404 000089-19-0 90
4 Phthalic acid. isobutvl 4-methvl... 306 C18H2604 1000356-87-2 86
5 Phthalic acid, butyl hexyl ester 306 C18H2604 1000308-99-5 86
Abundance Scan 989 (12.891 min): BF089811.D (-986) (-) m/z 149.00 100.00%
149.0
5000

a1 70.1 104.0 223 1 12.60 12.80 13.00 13 20
| 126.1 1811 | 245, 2268 2294.2 n/z 150.00 550

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #172657: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ...
149.0
5000

12.60 12.80 13.00 13.20
m/z 70.10 7.35%

223.0
o 410 700 104.0 1780 279.0
R manaa s s Eae A E e e e  RRe R et SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
149.0

12.60 12.80 13. 00 13.20

o

5000 m/z 223.10 6.62%
ol 430 840 1210 2230 2510
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #192121: 1,2-Benzenedicarboxylic acid, butyl decyl ester =R T
149.0 12.60 12.80 13.00 13.20

m/z 57.10 5.82%

N J\A'A/\MA
410 76,0 104.0 22\? 0 307.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 60 12. 80 13. 00 13 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089811.D

Aca On 19 Aug 2016 22:13

Operator : UM/SJ

Sample : H4518-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 Phthalic acid, bis(7-methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.46 4.52 ng 1548710 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. bis(7-methvloctvl... 418 C26H4204 020548-62-3 83
2 Phthalic acid. hexadecvl 3-methv... 460 C29H4804 1000356-81-7 59
3 Phthalic acid. 2-ethvlbutvl nonv... 376 C23H3604 1000356-89-4 50
4 1.2-Benzenedicarboxvlic acid. bi... 334 C20H3004 000146-50-9 50
5 Phthalic acid, 2-ethylhexyl unde... 432 C27H4404 1000308-97-4 47
Abundance Scan 1126 (14.457 min): BF089811.D (-1123) (-) m/z 149.00 100.00%
149.0
5000 71.1
| | 2032 1420 14140 1460 1480
104.0 ) . . . .
ol AL L2020 ] |\ 2051 2832 2%2 3303 3763 2777 10 41.50%
m/z--> 50 100 150 200 250 300 350
Abundance #218647: Phthalic acid, bis(7-methyloctyl) ester
149.0
5000 LR UL B B U
71.0 1420 14.40 14.60 14.80
410 m/z 57.10 36.23%
| oo
0.“..|‘.‘.‘.h.“|‘..‘..‘l.‘...|.... ....‘l....l....l
m/z--> 50 100 150 200 250 300 350
Abundance
149.0
' 14.20 14.40 14.60 14.80
5000 m/z 43.10 26 .45%
71.0
237.0
410 104.0 391.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #200578: Phthalic acid, 2-ethylbutyl nony! ester R A REERE EEREE S L
149.0 14.20 14.40 14.60 14.80
m/z 85.10 20.09%
5000
43.0
0 il \\8?.0 N | | 251.0 29\30
m/z--> 50 100 150 200 250 300 350 ' 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089811.D

Aca On 19 Aug 2016 22:13

Operator : UM/SJ

Sample : H4518-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 unknownl5.39 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.39 2.11 ng 378732 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-1-one. 1-(1lH-imidazol-4-... 192 C11H16N20 069393-41-5 46
2 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8H9N50 1000263-69-7 35
3 Cvclohexanemethanol. 2-(2-propen... 154 C10H180 134837-38-0 25
5-(1-1sopropenvl-4.5-dimethvlbic... 332 C22H3602 1000195-69-8 22
5 Succinic acid, di(2-methylphenyl... 298 C18H1804 1000325-06-7 22
Abundance Scan 1208 (15.394 min): BF089811.D (-1206) (-) m/z 191.15 100.00%
191.2
95.1
5000 149 1
55.
o 2L L s s ey | 1500 1630 1540 1560 0
ol L 2200y $158 S0 30744011 095,10 77.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54349: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl-
95.0
00 410 15.00 15.20 15.40 15.60 15.80
rs'o 192.0 m/z 81.10 57.03%
ok, \IH\\J\“ ‘\\ ol
m/z--> 100 150 200 250 300 350 400
Abundance
191.0
42.0 15.00 15.20 15.40 15.60 15.80
5000 m/z 149.10 38.82%
91.0
133.0
L L L L L LN UL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #26879: Cyclohexanemethanol, 2-(2-propenyl)-, trans- B s B
95.0 15.00 15.20 15.40 15.60 15.80
m/z 69.10 37 .49%
5000 41.0
136.0
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089811.D

Aca On 19 Aug 2016 22:13

Operator : UM/SJ

Sample : H4518-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 11 28-Nor-17.alpha.(H)-hopane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.90 6.33 ng 1137300 Perylene-di12 15.26

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 56
2 28-Nor-17_.beta. (H)-hopane 398 C29H50 036728-72-0 50
3 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 37
4 4-(3H-Imidazol4.5-bT1pvridin-2-vl... 342 C15H18N8S 1000276-08-2 35
5 5-(1-1sopropenyl-4,5-dimethylbic... 332 C22H3602 1000195-69-8 30

Abundance Scan 1252 (15.897 min): BF089811.D (-1250) (-) m/z 191.20 100.00%

5000

=
(]
N

55.

15.60 15.80 16.00 16.20
m/z 95.10 49.58%

245.2 283.1 3321

0!

m/z--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0
5000 LA L L L L L L L
109.0 15.60 15.80 16.00 16.20
49.0 3550 m/z 177.10 46 .22%
I L o e
SR N I I I v N W A
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
T T
15.60 15.80 16.00 16.20
5000 m/z 81.10 43.09%
109.0
398.0
149.0 260.0 355.0
O T T T T T T e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone R EEEER RS S
191.0 15.60 15.80 16.00 16.20
m/z 123.10 38.04%
‘ 95.0 135.0
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089811.D

Aca On 19 Aug 2016 22:13

Operator : UM/SJ

Sample : H4518-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 _beta.-iso-Methyl ionone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.27 5.90 ng 1060090 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 59
2 2-Furoic acid. 2-methvloct-5-vn-... 234 C14H1803 1000299-23-7 43
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 43
4 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 38
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
Abundance Scan 1285 (16.274 min): BF089811.D (-1283) (-) m/z 191.15 100.00%
191.2
T j\«N\[LJ\‘_/
5000
55.1 37.1 LA R man LS
16.00 16.20 16.40 16.60
ol 231.2 284.1 321.2356.3 397.4431.4 m/z 95.10 52 _46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000280 LIS L L L L L L L
16.00 16.20 16.40 16.60
950 1350 m/z 81.10 42 .04%
0...|....|....|...........|....|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
95.0
16,00 16.20 16.40 16.60
5000 m/z 69.10 35.66%
191.0
. 39.0 139.0
mz-> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) L BARE T R
191.0 16.00 16.20 16.40 16.60
m/z 123.10 29.65%
107.0 149.0
OIII\I\I\II\M“\I\II‘IIII ‘||||||||||||||||||||||| R e
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081916\
Data File : BF089811.D

Aca On 19 Aug 2016 22:13

Operator : UM/SJ

Sample : H4518-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081916.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 5-Hexen-1-one, 1-(1H-imidaz... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.79 2.55 ng 457221 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-1-one. 1-(1lH-imidazol-4-... 192 C11H16N20 069393-41-5 53
2 2.5.5.8a-Tetramethvl-4-methvlene... 206 C14H220 093175-76-9 38
3 Silane. T4-(1.1-dimethvlethvl)ph... 206 C13H22Si 018412-68-5 35
4 2-(2-((2-Chloro-6-fluorobenzvl)s... 334 C17H16CIFN2S 1000298-18-2 35
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
Abundance Scan 1330 (16.788 min): BF089811.D (-1327) (-) m/z 191.15 100.00%
191.2
95.1
5000
55.1 137.1 T e
245.2280.1 16.40 16.60 16.80 17.00 17.20
411.4
o 3201 STasTo AR sz 95.10  58.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #54349: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl-
95.0
000 410 16.40 16.60 16.80 17.00 17.20
TGO 192.0 m/z 81.10 46.38%
0.“.““|‘L.h‘“.‘“.“ \‘ il ...|....|....|....|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
123.0 191.0
16.40 16.60 16.80 17.00 17.20
5000 43.0 m/z 109.10 38.52%
77.0
m/z--> 50 100 1%0 200 250 300 350 400 450
Abundance #66073: Silane, [4-(1,1-dimethylethyl)phenyljtrimethyl- A ERmEa mEa S
191.0 16.40 16.60 16.80 17.00 17.20
m/z 205.20 35.69%
h W
73.0
0 310u i I 1070 1499 | "
m/z--> 50 1& 150 200 250 300 350 400 450 16.40 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081916\
Data File : BF089811.D

Acq On 19 Aug 2016 22:13

Operator : UM/SJ

Sample - H4518-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081916_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... 4.82 21.4 ng 3555460 1 6.68 3319920 20.0
unknown6 .44 6.44 63.7 ng 10577900 1 6.68 3319920 20.0
Octadecanoic acid 12.53 5.4 ng 1850170 5 13.83 6851570 20.0
1,2-Benzenedicarb... 12.89 3.2 ng 1107250 5 13.83 6851570 20.0
Phthalic acid, bi... 14.46 4.5 ng 1548710 5 13.83 6851570 20.0
unknownl15.39 15.39 2.1 ng 378732 6 15.26 3592250 20.0
28-Nor-17.alpha.(-... 15.90 6.3 ng 1137300 6 15.26 3592250 20.0
-beta.-iso-Methyl... 16.27 5.9 ng 1060090 6 15.26 3592250 20.0
5-Hexen-1-one, 1-... 16.79 2.5 ng 457221 6 15.26 3592250 20.0
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