LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104370.D
Aca On 9 Apr 2018 14:24 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J2256-01 FK-BPM-02-004-ABCD
ALS Vial : 13 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-BF040618.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 5.028 488 500 509 rBV 134870 194375 5.03% 0.598%
2 5.416 560 566 569 rBY 3140754 3659676 94.71% 11.262%
3 6.434 732 739 742 rBVY 3025047 3723892 96.37% 11.459%
4 6.575 757 763 766 rBY 3558695 3675383 95.12% 11.310%
5 6.628 769 772 778 rVB 95769 71609 1.85% 0.220%
6 6.804 798 802 805 rBVY 1026460 788814 20.41% 2.427%
7 6.963 824 829 832 rBVY 3145815 2827427 73.17% 8.701%
8 7.369 892 898 901 rBVY 2275588 2343853 60.66% 7.213%
9 8.087 1016 1020 1023 rBV 1354682 1065820 27.58% 3.280%
10 9.163 1198 1203 1206 rBY 3833604 3864028 100.00% 11.891%
11 9.557 1266 1270 1273 rBV 263463 211212 5.47% 0.650%
12 9.775 1304 1307 1310 rVB 74809 65119 1.69% 0.200%
13 9.839 1314 1318 1322 rVB2 1318768 1165789 30.17% 3.587%
14 10.275 1389 1392 1394 rVB 102952 83194 2.15% 0.256%
15 10.633 1447 1453 1456 rBVY 2454978 2390235 61.86% 7 .355%
16 10.745 1469 1472 1481 rBV 103294 97644 2.53% 0.300%
17 11.192 1545 1548 1551 rBvV 47071 43762 1.13% 0.135%

18 11.328 1567 1571 1575 rBV 1262797 1070853 27.71% 3.295%
19 11.857 1657 1661 1671 rBV2 194809 183836 4._76% 0.566%
20 12.922 1837 1842 1845 rBV 3193103 2975283 77.00% 9.156%

21 13.810 1990 1993 2001 rBV 367129 363959 9.42% 1.120%
22 13.969 2016 2020 2024 rBV 851773 716274 18.54% 2.204%

23 14.457 2099 2103 2112 rBv4 32961 43590 1.13% 0.134%

24 15.433 2263 2269 2273 rBV 652232 787093 20.37% 2.422%

25 15.945 2352 2356 2364 rBV 50310 83728 2.17% 0.258%
Sum of corrected areas: 32496448
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF040918\

BF104370.D
9 Apr 2018 14:24
Ju/SsJ
J2256-01 FK-BPM-02-004-ABCD
13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104370.D
6.57

5.42 6.96

6.43

7.37

6.80

5.03

0

Time-->

5.50

1
2.50

3.00

3.50

4.00

4.50

5.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF104370.D
16

12.92

10.63

9.84 11.33

11.86

10.27 ~4J1075
A

T T T T T I,\I T 11.1

O—
Time-->

Lo
T T T T

11.50 12.00

12.50 13.00

10.50 11.00 13.50

Abundance

3500000

3000000

2500000

2000000

1500000

TIC: BF104370.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\

Data File : BF104370.D

Aca On 9 Apr 2018 14:24

Operator : JU/SJ

ﬁ?ggle i J2256-01 FK-BPM-02-004-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.03 4.93 ng 194375 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 500 (5.028 min): BF104370.D (-488) (-) m/z 43.00 100.00%
43
59
5000
101 LN N I L L I L B B B L B
51 | 83 460 4.80 5.00 5.20 5.40
AR SR AR AR AR AARAS AR ARRR) RAAAS RARAN SRS RARSS SARANRAARY m/z 59.10 57.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S R
460 4.80 5.00 5.20 5.40
m/z 101.00 20.28%
"v"'l“'"?%'“W“"w'"'|“"|'“'|§?'w9?'}ﬁ%"v"'l“"|"“|"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520 540
5000 m/z 58.00 15.98%
43 101
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 R mmma e R R

59 460 4.80 5.00 5.20 5.40
m/z 41.10 8.74%

5000 41
68
I s0 i) | 126 14
A B e B i BAmamEaaay e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\

Data File : BF104370.D

Aca On 9 Apr 2018 14:24

Operator : JU/SJ

ﬁ?ggle i J2256-01 FK-BPM-02-004-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2 unknown6.57 Concentration Rank 1

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

6.57 93.19 ng 3675380 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 762 (6.569 min): BF104370.D (-757) (-) m/z 132.00 100.00%
132
5000 68
620 640 6.60 6.80 7.00
I B e B B m/z 68.10 42 .26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 SRR ARSENRARE SRR
620 640 6.60 6.80 7.00
104 m/z 134.00 32.08%
51 66 77 ‘
14 27 39 7 | . 89 | 115 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.53%
158 189
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #14395: 1,3,5-Trifluorobenzene e e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.72%
5000
63 81
3\1 SQ ! \‘ L ‘\ | 101‘1}\2 |
mz> 20 40 60 80 100 150 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\

Data File : BF104370.D

Aca On 9 Apr 2018 14:24

Operator : JU/SJ

ﬁ?ggle i J2256-01 FK-BPM-02-004-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.43 ng 183836 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 20
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 1662 (11.863 min): BF104370.D (-1657) (-) m/z 73.00 100.00%
73
60
43
5000 129
97 115 213 LI U BN SURBA U
| 143157171185199 227 256 11.60 11.80 12.00 12.20
e prrer il m/z 60.00 78.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L UL B BULRN B
nmnmnmnm
m/z 43.00 68.00%
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1160 11.80 12,00 12.20
5000 129 m/z 57.00 63.52%
29 87 199
101115 143,57,41185 242
15 21377g
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid BB RS RN S oo
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 61.98%
5000 129
. 185 228
01115 | 143,171
III”I‘ H“ \ml} H‘ i |||:|I-|57||‘|||‘||1|99||25L|3||‘||||||||| o e, bl sl
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104370.D

Aca On : 9 Apr 2018 14:24

Operator : JU/SJ

Sample : J2256-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
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 5 1-Heneicosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.81 10.16 ng 363959  Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-Heneicosanol 312 C21H440 015594-90-8 95

2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Nonadecanol - 284 C19H400 001454-84-8 93
Abundance Scan 1993 (13.810 min): BF104370.D (-1990) (-) m/z 83.05 100.00%
g7 &3
5000 111
139 13.40 13.60 13.80 14.00 14.20
. e.]'.i.,A.l‘?f‘.l?l,....,.??l. | | m/z 57.05  99.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
I kw,k_
5000 T ---TJ--- R DA
Bmmmnmmmmm
2 m/z 55.10 96.48%
e \‘ H ‘H‘ LS ‘167 19 238 266 204
m/z--> éo 00 2éo 360 3%0 460
Abundance
57 83
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 43.10 94 _.32%
29
139 168 210 238 266 295
m/z--> §0 160 1%0 260 250 360 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester BN EE RS R e
57 13.40 13.60 13.80 14.00 14.20
83 m/z 97.05 90.43%
5000 111
29 169
e ‘klhl?g. 20 255 406
m/z--> §0 160 150 200 250 300 3%0 400 1340 1360 1380 1400 1420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\

Data File : BF104370.D

Aca On 9 Apr 2018 14:24

Operator : JU/SJ

ﬁ?ggle i J2256-01 FK-BPM-02-004-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 6 2- Bromopropionic acid, pen... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.13 ng 83728 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Bromopropionic acid. pentadec... 362 C18H35Bro02 1000292-44-2 87
2 1-Hexacosanol 382 C26H540 000506-52-5 83
3 l17-Pentatriacontene 491 C35H70 006971-40-0 74
4 1-Hexadecanol 242 C16H340 036653-82-4 74
5 Isoheptadecanol 256 C17H360 057289-07-3 74
Abundance Scan 2355 (15.939 min): BF104370.D (-2352) (-) m/z 57.00 100.00%
57
5000 M\A’\d
125 L A AU S SRR
|| 281 15.60 15.80 16.00 16.20
B I I N m/z 97.00 91.59%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #191706: 2- Bromopropionic acid, pentadecy! ester
57
5000 L A N UL IR
15.60 15.80 16.00 16.20
29 11 m/z 83.05  89.96%
“ ] ‘\\H \‘ H\‘ ‘\w “‘1?3 182208 255
mz-> 0 50 150 200 250 300 350 400 450 '
Abundance
43
15,60 15.80 16.00 16.20
5000 83 m/z 55.00 83.11%
18 111

139168196224252278308336364

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

Abundance #234187: 17-Pentatriacontene R A REER R

43 15.60 15.80 16.00 16.20

m/z 43.10 73.74%
5000 83
111
\ 1 139167196224 267292 321 462 490

T T B e e B B e e B

m/z--> 0 50 100 150 200 250 300 350 400 450 15. 60 15. 80 16 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\

Data File : BF104370.D

Acq On 9 Apr 2018 14:24

Operator : JU/SJ

3?22'6 i J2256-01 FK-BPM-02-004-ABCD
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.03 4.9 ng 194375 1 6.80 788814 20.0
unknown6 .57 6.57 93.2 ng 3675380 1 6.80 788814 20.0
n-Hexadecanoic acid 11.86 3.4 ng 183836 4 11.33 1070850 20.0
1-Heneicosanol 13.81 10.2 ng 363959 5 13.97 716274 20.0
2- Bromopropionic... 15.94 2.1 ng 83728 6 15.43 787093 20.0
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