LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094895.D

Acq On : 5 May 2017 2:32

Operator : SJ/MA

Sample : 12957-04

Misc :

ALS Vial : 23 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-BF050217 .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 5.037 522 527 543 rBY 218513 419818 15.12% 1.824%
2 5.672 630 635 661 rBVY 1663450 2404242 86.59% 10.448%
3 7.272 901 907 921 rBV 1757979 2492918 89.78% 10.834%
4 7.383 921 926 935 rVB 2041971 2623714 94.49% 11.402%
5 7.719 979 983 998 rVB 427703 502079 18.08% 2.182%
6 7.960 1019 1024 1035 rBV 1749072 2035182 73.30% 8.845%
7 8.619 1130 1136 1145 rBV 1189297 1530117 55.11% 6.650%
8 9.736 1322 1326 1330 rBV 546831 675181 24.32% 2.934%
9 9.772 1330 1332 1339 rVB 82757 99783 3.59% 0.434%
10 11.013 1539 1543 1548 rBV 41239 59150 2.13% 0.257%

11 11.519 1623 1629 1642 rBV 2320143 2776637 100.00% 12.067%
12 12.207 1741 1746 1750 rBV 170206 208959 7.53% 0.908%
13 12.571 1803 1808 1813 rBV2 510278 664890 23.95% 2.889%

14 12.618 1813 1816 1822 rVB 39217 55886 2.01% 0.243%
15 12.913 1863 1866 1872 rBV 28214 34341 1.24% 0.149%
16 13.418 1944 1952 1956 rBV2 28466 35210 1.27% 0.153%
17 13.465 1956 1960 1967 rBV 55380 71392 2.57% 0.310%
18 13.865 2022 2028 2043 rBV 1176411 1575180 56.73% 6.845%
19 14.189 2078 2083 2086 rBvV 34725 44228 1.59% 0.192%
20 14.918 2203 2207 2211 rBV 28966 32221 1.16% 0.140%

21 14.971 2211 2216 2219 rVV 561212 696230 25.07% 3.026%
22 15.007 2219 2222 2228 rVB 153346 186845 6.73% 0.812%

23 15.159 2244 2248 2253 rBV 33253 46240 1.67% 0.201%
24 15.377 2281 2285 2291 rBV 33498 44336 1.60% 0.193%
25 15.936 2377 2380 2389 rVB4 61597 81244 2.93% 0.353%
26 16.748 2515 2518 2527 rVB 88623 99134 3.57% 0.431%
27 17.053 2566 2570 2574 rVB 67528 78728 2.84% 0.342%
28 17.295 2606 2611 2615 rBV 1819954 2146767 T77.32% 9.329%
29 18.547 2819 2824 2831 rBV5 39529 77754 2.80% 0.338%
30 18.636 2834 2839 2843 rBV 481380 548449 19.75% 2.383%
31 19.771 3029 3032 3037 rVB3 33878 41026 1.48% 0.178%
32 20.065 3076 3082 3085 rBV6 23105 54968 1.98% 0.239%
33 20.300 3117 3122 3130 rVvVv 427541 537245 19.35% 2.335%
34 20.859 3211 3217 3219 rBV7 13894 30562 1.10% 0.133%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094895.D

Acq On : 5 May 2017 2:32

Operator : SJ/MA

Sample : 12957-04

Misc :

ALS Vial : 23 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 23010656
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094895.D

Acq On : 5 May 2017 2:32

Operator : SJ/MA

Sample : 12957-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094895.D

7.38
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094895.D

Acq On : 5 May 2017 2:32

Operator : SJ/MA

Sample : 12957-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 16.72 ng 419818 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 528 (5.042 min): BF094895.D (-522) (-) m/z 43.00 100.00%
a3
59
5000
101 SN U S——
51| 83 480 5.00 520 5.40
Obrrrprrrrprrer ey e e m/z 59.10 62.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS LN UL AR I
59 480 500 520 5.40
m/z 101.10 25.27%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 58.00 14 .53%
43 101
o 15 3 51 69 83
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 e L A ma
59 480 5.00 520 5.40
m/z 41.00 8.99%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094895.D

Acq On : 5 May 2017 2:32

Operator : SJ/MA

Sample : 12957-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknown7.38 Concentration Rank 1

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

7.38 104.51 ng 2623710 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 925 (7.378 min): BF094895.D (-921) (-) m/z 132.00 100.00%
5000 68
© s || 75 5 T108 s 7h 7o 740 7k 7o
Obrrprrrr e M bl e bt e e m/z 68.10 39.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R AR IR R
a1 97 7.00 7.20 7.40 7.60 7.80
53 17 m/z 134.00 32.02%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 L R I R
104 7.00 7.20 7.40 7.60 7.80
5000 m/z 66.00 23.23%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole R e AR E.

132 7.00 7.20 7.40 7.60 7.80
m/z 69.05 15.11%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094895.D

Acq On : 5 May 2017 2:32

Operator : SJ/MA

Sample : 12957-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.33 ng 81244 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 64
Abundance Scan 2381 (15.942 min): BF094895.D (-2377) (-) m/z 73.10 100.00%
60 73
43
149
5000
213 N
171 192 APARSA RS AAR R AR
256 1560 1580 16.00 16.20
o} m/z 60.00 90.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AR B LS AR
15.60 15.80 16.00 16.20
m/z 43.05 80.87%
143187171185, 213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 15,60 15.80 16.00 16.20
5000 129 m/z 55.05 74.26%
29 87 185 228
101115 143157171 199213
O ot AR R s s o ma
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 210 2éo
Abundance #72648: Tridecanoic acid
60 78 15.60 15.80 16.00 16.20
m/z 57.10 68.86%
43
5000
129
29 ‘ a1 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20

8270-BF050217.M Fri May 05 17:33:41 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094895.D

Acq On : 5 May 2017 2:32

Operator : SJ/MA

Sample : 12957-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.55 2.84 ng 77754 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 1-Eicosanol 298 C20H420 000629-96-9 90
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 90
4 1-Heptadecene 238 C17H34 006765-39-5 87
5 Octacosanol 410 C28H580 000557-61-9 87
Abundance Scan 2824 (18.547 min): BF094895.D (-2819) (-) m/z 57.05 100.00%
g7
5000 11
3 138 161 18120 18.40 18.60 18:80
0! m/z 83.10 95.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 1l AR LA BN SR B
18.20 18.40 18.60 18.80
m/z 43.10 92.98%
167 195 222 250 280 308 336

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
e B AR
83 18.20 18.40 18.60 18.80
5000 m/z 55.00 83.45%
111
oL 18 66 139 167 196 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105686: 13-Tetradecen-1-ol acetate L B o
43 18.20 18.40 18.60 18.80
83 m/z 97.10 68.77%
5000
o Pt 139 167 19411 237254
A BAasaaariy R ma B A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094895.D

Acq On : 5 May 2017 2:32

Operator : SJ/MA

Sample : 12957-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknown20.07 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20,07 2.05ng 54968  Perylene-d12 20.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Acenaphtho[1,2-j]fluoranthene 326 C26H14 000193-21-5 47

2 Benzothiophene-3-carbonitrile, 4._.. 326 C18H18N202S 329722-10-3 47
3 6,7-Dimethyl-2-(3-methyl-thiophe... 326 C17H14N20S2 1000297-09-9 47
4 Acetic acid, [2,5-bis(trimethyls... 326 C15H2604Si2 027798-63-6 43
5 4-(3-Nitroanilino)-5,6,7,8-tetra... 326 C16H14N402S 313952-58-8 38

Abundance Scan 3083 (20.071 min): BF094895.D (-3076) (-) m/z 326.10 100.00%

5000

19.80 20.00 20.20 20.40

0 m/z 163.10 51.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166315: Acenaphtho[1,2-j]fluoranthene
326
5000 L RN BN SULLE B
19.80 20.00 20.20 20.40
163 m/z 324.10 28.75%

27 50 74 108 136 198 222 246 272 298

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
326
19.80 20.00 20.20 20.40
5000 m/z 162.05 25.12%

298
270
39 6581 100 135 160 189208 241

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #165565: 6,7-Dimethyl-2-(3-methyl-thiophen-2-ylmethylene)-... E EAEEmEEE B
326 19.80 20.00 20.20 20.40
m/z 327.10 23.63%
5000 149
121 293
5
P /0 OO .- I S S M S A i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19.80 20.00 20.20 20.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
Data File : BF094895.D

Acq On : 5 May 2017 2:32

Operator : SJ/MA

Sample : 12957-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.04 16.7 ng 419818 1 7.72 502079 20.0
unknown7 .38 7.38 104.5 ng 2623710 1 7.72 502079 20.0
n-Hexadecanoic acid 15.94 2.3 ng 81244 4 14.97 696230 20.0
n-Tetracosanol-1 18.55 2.8 ng 77754 5 18.64 548449 20.0
unknown20.07 20.07 2.0 ng 54968 6 20.30 537245 20.0
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