LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095722.D

Acq On : 6 Jun 2017 22:08

Operator : SJ/MA

Sample - 13478-13

Misc :

ALS Vial : 12 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-BF060517 .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 1.804 34 37 50 rvB4 12445 27795 1.22% 0.157%
2 4.604 509 513 529 rBvV2 58541 170956 7.48% 0.966%
3 5.275 623 627 657 rBvY 1082158 1856222 81.23% 10.488%
4 6.939 905 910 922 rBV 1201225 1805209 79.00% 10.200%
5 7.039 922 927 941 rVB 1492454 2075942 90.85% 11.730%
6 7.380 981 985 999 rVB 355955 465397 20.37% 2.630%
7 7.622 1020 1026 1046 rBV 1155244 1566033 68.53% 8.849%
8 8.298 1136 1141 1163 rBV 826114 1153350 50.47% 6.517%
9 9.410 1326 1330 1343 rBVY 476522 625358 27.37% 3.534%
10 11.198 1627 1634 1646 rBV 1764083 2285030 100.00% 12.911%

11 11.886 1747 1751 1759 rBV 126812 148842 6.51% 0.841%
12 12.233 1805 1810 1816 rBV2 525849 643322 28.15% 3.635%

13 13.092 1950 1956 1961 rBV2 22998 29389 1.29% 0.166%
14 13.527 2025 2030 2046 rBV 805405 1062027 46.48% 6.001%
15 13.862 2082 2087 2097 rBV 23801 38406 1.68% 0.217%

16 14.627 2213 2217 2223 rBV 447153 5563524 24.22% 3.128%
17 15.645 2386 2390 2399 rBV 89736 107093 4.69% 0.605%
18 16.450 2519 2527 2533 rBV 48639 65219 2.85% 0.369%
19 16.750 2572 2578 2586 rBV2 65019 99194 4_.34% 0.560%
20 17.003 2615 2621 2624 rBV 1401567 1632417 71.44% 9.224%

21 18.250 2829 2833 2843 rBV 110804 166295 7.28% 0.940%
22 18.339 2843 2848 2854 rBV 390206 466512 20.42% 2.636%

23 19.056 2966 2970 2978 rVB2 22648 33609 1.47% 0.190%
24 19.491 3040 3044 3049 rVB 22584 27447 1.20% 0.155%
25 19.615 3062 3065 3069 rBV 25545 34680 1.52% 0.196%
26 19.797 3089 3096 3102 rBV6 25353 57145 2.50% 0.323%
27 19.962 3120 3124 3127 rVV 24697 25898 1.13% 0.146%
28 20.003 3127 3131 3142 rVVv 322219 415373 18.18% 2.347%
29 20.456 3205 3208 3211 rBV2 23058 29159 1.28% 0.165%
30 20.497 3211 3215 3219 rVvVv7 17807 30926 1.35% 0.175%
Sum of corrected areas: 17697769
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI1I\BNA_F\DATA\BF060617\
BF095722.D

6 Jun 2017 22:08

SJ/MA

13478-13

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095722.D
1500000 7.04
6.94 762
5.27
1000000
8.30
500000
7.38
1.80 4.60
O R D e, s
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 8.50 9.00
Abundance TIC: BF095722.D
11.20
1500000
1000000
13.53
12.23
500000{ 941 14.63
11.89
15.64
o L 13.09 13.86 16.45
—_ N ——e - - -_—rr—_r——r_—— "
Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 16.00 16.50
Abundance TIC: BF095722.D
1500000 17.00
1000000
500000
18.34 20.00
18.
6.75 19.06 1914DAD.80.96  2ZDMED
O.A.—‘.]................"........................................,..
Time--> 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095722.D

Acq On : 6 Jun 2017 22:08

Operator : SJ/MA

Sample - 13478-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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.

4.60 7.35 ng 170956 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 512 (4.598 min): BF095722.D (-509) (-) m/z 43.00 100.00%

43
59
5000
101

420 440 460 480 500

83

0 m/z 59.10 57.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [Tr I T[T [ rrrrrrrrprT
420 4.40 4.60 4.80 5.00
59 m/z 101.10 21.31%
101
0 27 35 | 51 ‘ 67 8391
T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
T e
57 420 4.40 4.60 4.80 5.00
5000 m/z 58.00 14 .33%
29 101
o 22 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl- S EEEmmmma T
59 420 440 460 480 500

m/z 41.00 9.48%

5000
43
o % 8 g 123 141 159
o} N 1 PN . SN S A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.20 440 460 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095722.D

Acq On : 6 Jun 2017 22:08

Operator : SJ/MA

Sample - 13478-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 unknown7.04 Concentration Rank 1

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

7.04 89.21 ng 2075940 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 927 (7.039 min): BF095722.D (-922) (-) m/z 132.00 100.00%
5000 o8
90 s1 || 77 g 9|6 06 J 680 7.00 7.20 7.40
Ol ol £ 87 L0 m/z 68.05 36.67%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S RN RS LR I
6.80 7.00 7.20 7.40
2 51 78 m/z 134.00 32.37%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" 680 7.00 720 7.40
5000 67 m/z 66.00 21.35%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57 132 6.80 7.00 7.20 7.40
24 m/z 96.00 14.10%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | U
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095722.D

Acq On : 6 Jun 2017 22:08

Operator : SJ/MA

Sample - 13478-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.64 3.87 ng 107093 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 2389 (15.639 min): BF095722.D (-2386) (-) m/z 73.00 100.00%
5000 129
5 149 013 ™
‘I 8 115 11 192 027 256 15.40 15.60 15.80 16.00
0 ~Hl m/z 43.10 85.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
15.40 15.60 15.80 16.00
m/z 60.00 81.52%
O
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
15.'40 15.|60 15.|80 16.|00
5000 29 m/z 57.10 71.56%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73 15.40 15.60 15.80 16.00
m/z 41.05 66.68%
5000 29
0 I “ —r U;\ : 'Hw i ‘I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095722.D

Acq On : 6 Jun 2017 22:08

Operator : SJ/MA

Sample - 13478-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.25 7.13 ng 166295 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91

Abundance Scan 2833 (18.250 min): BF095722.D (-2829) (-) m/z 55.05 100.00%

5000

-

18.00 18.20 18.40 18.60
m/z 57.10 94.77%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

%

5000 LA L L L L LB
18.00 18.20 18.40 18.60
m/z 83.05 93.72%
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
18.00 18.20 18.40 18.60
5000 11 m/z 97.10 84.46%
29 139

167182 210 238 264280 308

28

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1

55 18.00 18.20 18.40 18.60

m/z 43.05 81.26%
5000
29
0 I il 182 210 238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18. 00 18 20 18. 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095722.D

Acq On : 6 Jun 2017 22:08

Operator : SJ/MA

Sample - 13478-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 2- Bromopropionic acid, pen... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.80 2.75 ng 57145 Perylene-d12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 62
2 1-Heptacosanol 396 C27H560 002004-39-9 60
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 58
4 2- Chloropropionic acid, pentade... 318 C18H35CI102 1000292-44-1 58
5 11-Tricosene 322 C23H46 052078-56-5 58

Abundance Scan 3096 (19.797 min): BF095722.D (-3089) (-) m/z 55.10 100.00%
S5 83
111
5000
135
209 281 e R W L
| || 19.40 19.60 19.80 20.00 20.20
0 S m/z 57.00 99.57%
m/z--> 50 100 150 200 250 300 350
Abundance #191706: 2- Bromopropionic acid, pentadecy! ester
57
5000 AR IR BN SUIL B
19.40 19.60 19.80 20.00 20.20
m m/z 83.05 90.97%
oL, \‘ H‘ | \U 4 ) 130199 182208 a5
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
19.40 19.60 19.80 20.00 20.20
5000 m/z 43.00 81.08%
125
o 29 77 153 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester L o e e R
83 19.40 19.60 19.80 20.00 20.20
m/z 97.10 75.81%
5000 111
29 ‘ 168 196
o | M“‘% 20 w2
m/z--> 50 100 150 200 250 300 350 1940 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060617\
Data File : BF095722.D

Acq On : 6 Jun 2017 22:08

Operator : SJ/MA

Sample - 13478-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.60 7.3 ng 170956 1 7.38 465397 20.0
unknown7 .04 7.04 89.2 ng 2075940 1 7.38 465397 20.0
n-Hexadecanoic acid 15.64 3.9 ng 107093 4 14.63 553524 20.0
1-Heneicosanol 18.25 7.1 ng 166295 5 18.34 466512 20.0
2- Bromopropionic... 19.80 2.8 ng 57145 6 20.00 415373 20.0
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