LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090065.D

Acq On : 12 Sep 2016 16:03

Operator : UM/SJ

Sample : H4744-01

Misc :

ALS Vial : 11 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-BF083116.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 9 11 70 rVB 6060722 17413656 100.00% 31.453%
2 4.684 269 271 281 rBY 610724 916546 5.26% 1.656%
3 5.153 309 312 314 rBV 3094133 3898378 22.39% 7.041%
4 6.227 403 406 408 rBV 3406142 3676282 21.11% 6.640%
5 6.342 413 416 419 rVvV 3851541 3755119 21.56% 6.783%

6.570 434 436 439 rBvV 769829 953556 5.48% 1.722%
6.730 447 450 453 rBV 3180485 2905646 16.69% 5.248%
7.142 483 486 489 rBV 2122917 2184465 12.54% 3.946%
7.279 494 498 506 rVB 129762 235188 1.35% 0.425%
7.862 547 549 551 rBV 1479019 1309261 7.52% 2.365%

=
QO ~NO®

11 8.936 641 643 646 rBV 2795254 4097617 23.53% 7.401%
12 9.336 676 678 681 rBV 1059944 1253430 7.20% 2.264%
13 9.610 699 702 704 rBV 1118331 1341920 7.71% 2.424%
14 10.388 767 770 773 rBV 2172104 2281173 13.10% 4._.120%
15 11.073 828 830 834 rBV 1199341 1294489 7.43% 2.338%

16 11.325 850 852 856 rBvV 262651 290081 1.67% 0.524%
17 12.502 953 955 957 rBV 144656 190870 1.10% 0.345%
18 12.662 966 969 971 rBV 3242583 3448763 19.80% 6.229%
19 13.565 1046 1048 1052 rBV 138434 193913 1.11% 0.350%
20 13.691 1056 1059 1063 rBV 1178486 1505530 8.65% 2.719%

21 14.468 1125 1127 1128 rBV 162178 212734 1.22% 0.384%
22 15.028 1174 1176 1179 rBV 667815 804863 4.62% 1.454%
23 18.377 1464 1469 1474 rVB2 435209 1199697 6.89% 2.167%

Sum of corrected areas: 55363177
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF091216\

BF090065.D

12 Sep 2016 16:03

UmM/sJ

H4744-01

11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
60000001 1|71
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10.39
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Time-->
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6000000

5000000
4000000
3000000

2000000
13.69

TIC: BF090065.D

15.03
1000000 14.47

Oy

18.38
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15.00 15.50

Time--> 14.00 14.50

18.00

18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090065.D

Acq On : 12 Sep 2016 16:03

Operator : UM/SJ

Sample : H4744-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.68 19.22 ng 916546 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7

Abundance Scan 271 (4.684 min): BF090065.D (-269) (-) m/z 43.10 100.00%
43
5000 59 /\
101 R RN L
440 4.60 4.80 5.00
e 30l 83 eo 88 | h/z 59.10  49.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS IR AN AR A
59 440 460 4.80 5.00
m/z 101.10 15.11%
15 31 101
| 25 77 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
440 460 480 500
5000 m/z 58.10 14 _.66%
58
5 27 37 72 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8177: 2-Propanone, 1-(1-methylethoxy)- I RmmEs m s e R
43 440 4.60 4.80 5.00
m/z 41.10 8.08%
5000
27 58 73
---.----.--j=HH-??HMV--.----.----|----|§?--|--- }P}"'I}}EI" IESEAREBENARBE R N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090065.D

Acq On : 12 Sep 2016 16:03

Operator : UM/SJ

Sample : H4744-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 3 unknown6.34 Concentration Rank 2

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

6.34 78.76 ng 3755120 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 416 (6.342 min): BF090065.D (-413) (-) m/z 132.10 100.00%
5000 68
20 g4 || . 9|6 o6 600 620 640 6.60
SRS TR TRSSOTY | 2N N . | N m/z 68.10 41.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS S SR I
6.00 6.20 6.40 6.60
m/z 134.10 32.83%
31 51
"'I"tmllw'l'l'j?"”l""l"‘W""I""P"'
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 m/z 66.10 26.32%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #52379: Tranylcypromine-propionyl EREmE o o e AR
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 16.21%
5000 og 116
e el rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090065.D

Acq On : 12 Sep 2016 16:03

Operator : UM/SJ

Sample : H4744-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 Hexanoic acid, 2-ethyl- Concentration Rank 8

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

7.28 3.59 ng 235188 Naphthalene-d8 7.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 1,4-Dioxane 88 C4H802 000123-91-1 47
3 Urea, N,N"-dimethyl- 88 C3H8N20 000096-31-1 37
4 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 36
5 Heptanoic acid, ethyl ester 158 C9H1802 000106-30-9 36

Abundance Scan 498 (7.279 min): BFO90065.D (-494) (-) m/z 73.10 100.00%
B g
5000 41 57
101
| ||49 | 116 7.00 7.20 7.40 7.60
rerprrreprrerrpere b ettt et e e - | M7z 88.10 0 81.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20867: Hexanoic acid, 2-ethyl-
73 88
5000
a1 o 7.00 7.20 7.40 7.60
29 101 146 m/z 41.05 44 _11%
18 H \‘\ L 65, | 129 144
s T B d B o a5 B o 10 1B 1% 1% i 1
Abundance
28
700 720 7.40 7.60
5000 m/z 57.10 43.30%
88
58
43
71
WWWTWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1961: Urea, N,N-dimethyl-
30 7.00 7.20 7.40 7.60
m/z 55.10 26.60%
5000 58 88
15
"W'LW'JJ'”W?ﬁﬁ'ﬂkP”'P”'P”'P”'P”'P'”P'“P'”I””I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090065.D

Acq On : 12 Sep 2016 16:03

Operator : UM/SJ

Sample : H4744-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 1-Tetradecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.32 4_.48 ng 290081 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 96
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 n-Pentadecanol 228 C15H320 000629-76-5 91
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 91
Abundance Scan 852 (11.325 min): BF090065.D (-850) (-) m/z 43.10 100.00%
>0 J\\)__//\/\“AM
T 12 150 1220 1140 106
199182 168 196 m/z 55.05 96.21%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #58276: 1-Tetradecene
43
69
5000 29 8 UL AL SRR BN AR
97 umumnmnm
11 m/z 57.10 79.69%
S R 0 T LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 55
69 83 UL DU B B
11.00 11.20 11.40 11.60
5000 97 m/z 41.10 72.38%
29 111
125 140 154 168 182 196 224
m/z--> 25 45 éo 85 160 150 140 160 1éo 260 250
Abundance #84601: n-Pentadecanol R B
43 55 g9 83 11.00 11.20 11.40 11.60
m/z 83.10 68.29%
97
5000
29 111
18 || \‘ L ‘\ ‘m 140154 168 192 210
m/z--> 25 40 100 120 150 160 180 260 250 1150 1120 1140 1160 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090065.D

Acq On : 12 Sep 2016 16:03

Operator : UM/SJ

Sample : H4744-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 1-Heneicosyl formate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.57 2.58 ng 193913 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 96
2 Cyclotetracosane 336 C24H48 000297-03-0 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 Z-12-Pentacosene 350 C25H50 1000131-09-4 93
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 93
Abundance Scan 1048 (13.565 min): BF090065.D (-1046) (-) m/z 57.10 100.00%
q7
1 wwﬂﬂvfﬂwmﬂquNHﬂVAN
5000 11
139 294 270 6 13.20 13.40 13.60 13.80
- L L132 107186205224 249270 293 316 346300 | % U300 99.36%
m/z--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate
57
5000 SRR SRS UL SIS B
13.20 13.40 13.60 13.80
m/z 55.10 98.01%
L \ \‘ : | 1?9 g 0 294 32
m/z--> 50 200 250 360 350
Abundance
43 83
13.20 13.40 13.60 13.80
5000 m/z 83.10 69.82%
111
65 139 167 196 224 250 279 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene R EAREE RS
55 13.20 13.40 13.60 13.80
. m/z 97.10 67.82%
5000
29
‘125
Ll bl )1 158 e 308
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090065.D

Acq On : 12 Sep 2016 16:03

Operator : UM/SJ

Sample : H4744-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14 .47 5.29 ng 212734 Perylene-di12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z2)- 281 C18H35N0 000301-02-0 91
2 13-Docosenamide, (Z2)- 337 C22H43NO 000112-84-5 81
3 4-Pentenoic acid, methyl ester 114 C6H1002 000818-57-5 80
4 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 50
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 46

Abundance Scan 1127 (14.468 min): BF090065.D (-1125) (-) m/z 59.05 100.00%

9

5000

97 126 14.20 14.40 14.60 14.80
154 206233261 294 337 371401 445474502 : : : :
0 233 EIE 538 m/z 72.05 63.75%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128447: 9-Octadecenamide, (2)-
9

5000 T
14.20 14.40 14.60 14.80

m/z 55.10 50.40%

98 126
L)) 154184 238 281

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

59

14.20 14.40 14.60 14.80
5000 m/z 41.10 33.94Y%

137

97
165193 240267294 337

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #7248: 4-Pentenoic acid, methyl ester R B LA M e e
55 14.20 14.40 14.60 14.80
m/z 43.10 31.09%
5000 83
114
27 ‘
\
R o o o L B R A REEEE RS R R A LA R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090065.D

Acq On : 12 Sep 2016 16:03

Operator : UM/SJ

Sample : H4744-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 9 Friedelan-3-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.38 29.81 ng 1199700 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 80
2 Sesquirosefuran 218 C15H220 039007-93-7 62
3 D:A-Friedoursan-3-one 426 C30H500 089950-00-5 50
4 7-Tetradecyne 194 C14H26 035216-11-6 50
5 Caparratriene 206 C15H26 1000374-08-7 49
Abundance Scan 1469 (18.377 min): BF090065.D (-1464) (-) m/z 69.10 100.00%

109

£

5000

18.00 18.20 18.40 18.60

426 456483512

(o} m/z 95.10 88.14%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221186: Friedelan-3-one
69 109
5000{ 41 B e e
37163 205 273 426 18.00 18.20 18.40 18.60
246 | 302 m/z 55.10 77.04%
41
A wam ) L o307 |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69 123
R B L B o
18.00 18.20 18.40 18.60
5000, 4 m/z 109.10 75.46%
149 218
96 176
N B e e T L B B B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221196: D:A-Friedoursan-3-one A REEE RS
123 18.00 18.20 18.40 18.60

m/z 123.10 72 .66%

5000

%

m/z--> 50 100 150 200 250 300 350 400 450 500 18. 00 18. 20 18. 40 18. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091216\
Data File : BF090065.D

Acq On : 12 Sep 2016 16:03

Operator : UM/SJ

Sample : H4744-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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... 4.68 19.2 ng 916546 1 6.57 953556 20.0
unknown6 .34 6.34 78.8 ng 3755120 1 6.57 953556 20.0
Hexanoic acid, 2-... 7.28 3.6 ng 235188 2 7.86 1309260 20.0
1-Tetradecene 11.32 4.5 ng 290081 4 11.07 1294490 20.0
1-Heneicosyl formate 13.57 2.6 ng 193913 5 13.69 1505530 20.0
9-Octadecenamide, ... 14.47 5.3 ng 212734 6 15.03 804863 20.0
Friedelan-3-one 18.38 29.8 ng 1199700 6 15.03 804863 20.0
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