LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111466.D

Aca On : 15 Dec 2018 14:08 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

agmple : J6322-17 SUPQACQ%2W&8
isc :

ALS Vial : 10 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121418 .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 5.010 491 497 505 rBV 168048 223079 4_.53% 0.598%
2 5.422 562 567 571 rBVY 4128074 4236474 86.02% 11.355%
3 6.440 735 740 757 rBVY 4244046 4925138 100.00% 13.201%
4 6.569 757 762 765 rBVY 4813436 4460813 90.57% 11.956%
5 6.793 796 800 808 rBY 1180192 922484 18.73% 2.473%
6 6.951 823 827 830 rBVY 4086835 3441689 69.88% 9.225%
7 7.357 890 896 899 rBVY 2950512 2892035 58.72% 7.752%
8 8.075 1014 1018 1036 rBvV 1378449 1196424 24.29% 3.207%
9 9.151 1197 1201 1210 rBvV 5060810 4594078 93.28% 12.314%
10 9.545 1264 1268 1279 rBV 286786 289218 5.87% 0.775%

11 9.828 1312 1316 1325 rVB2 1438908 1232240 25.02% 3.303%
12 10.616 1446 1450 1464 rBV 2232396 2008523 40.78% 5.383%
13 11.310 1564 1568 1571 rBV 1195312 1027715 20.87% 2.755%
14 11.845 1655 1659 1668 rVB 208138 248815 5.05% 0.667%
15 12.522 1771 1774 1778 rBV 144528 124955 2.54% 0.335%

16 12.627 1788 1792 1806 rBV4 116945 160084 3.25% 0.429%
17 12.751 1806 1813 1816 rBV 121260 130520 2.65% 0.350%
18 12.898 1834 1838 1841 rBV 3336012 2821964 57.30% 7.564%
19 13.804 1988 1992 2002 rBV2 114253 168747 3.43% 0.452%
20 13.951 2012 2017 2020 rBV 843745 909310 18.46% 2.437%

21 13.974 2020 2021 2027 rVB 75868 50884 1.03% 0.136%
22 14.974 2187 2191 2193 rBV 68228 96493 1.96% 0.259%
23 15.263 2237 2240 2245 rBV 44344 58093 1.18% 0.156%
24 15.321 2247 2250 2254 rBV 55280 68005 1.38% 0.182%
25 15.386 2256 2261 2266 rBV 664891 810352 16.45% 2.172%
26 15.621 2298 2301 2305 rVvB4 39336 49985 1.01% 0.134%
27 15.851 2336 2340 2344 rVB 51657 73822 1.50% 0.198%
28 16.621 2466 2471 2476 rBVS8 46980 86983 1.77% 0.233%
Sum of corrected areas: 37308922
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111466.D

Aca On : 15 Dec 2018 14:08

Operator : JU/SJ

ﬁ?ggle i J6322-17 SUP-2A-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF111466.D
5000000 6.57

5.42 6.44 6.95

4000000
3000000 7.36

2000000

1000000

5.01

R T e & S

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF111466.D
5000000 9l15

4000000
12.90

3000000

10.62
2000000

8.07 9.83
11.31

1000000

o 9.55 11.85 12526375
AN

L

O e I e e LA e e oo e e s e L e e e o e e e e L A S s s s s s B s B S

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF111466.D
5000000

4000000

3000000

2000000

1000000 13.95 15.39

13.898.97 14.97 135 15.6215.85 16.62

O e e e e

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111466.D

Aca On : 15 Dec 2018 14:08

Operator : JU/SJ

ﬁ?ggle i J6322-17 SUP-2A-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.01 4.84 ng 223079 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol 102 C6H140 000623-37-0 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 30
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25

Abundance Scan 497 (5.010 min): BF111466.D (-491) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 b0 450 o0 830 B0
ot sr0 L e | 59,00 53, 10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN SARAE SRERE NN
460 480 500 520 540
59.0 1010 m/z 101.00 16.97%
0 21.0 A 510 69.0 830910 | |
miz--> T P A A D A
Abundance #4417: 3-Hexanol
59.0
460 480 500 520 5.40
5000 31 43.0 73.0 m/z 58.00 14.26%
\‘ ., 51.0|,, ‘ 84.0 101.0
0'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 30 50 60 70 80 90 100 110
Abundance #4030. 2,3-Butanedione, monooxime R B o e
43.0 4.60 4.80 500 5.20 5.40
m/z 41.00 8.62%
5000
101.0
J 150 a0 %80 690 86.0
m/z--> 10 20 30 4'0 50 60 70 8 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111466.D

Aca On : 15 Dec 2018 14:08

Operator : JU/SJ

ﬁ?ggle i J6322-17 SUP-2A-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 2 unknown6.57 Concentration Rank 1

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

6.57 96.71 ng 4460810 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.569 min): BF111466.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1 {
SRR RS SRR
400 540 %.1 J 620 6.40 6.60 6.80 7.00
ow.@}-?..!,':.1.1“?-?..-.,....,....,.... m/z 68.10 40.04%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 )
5000 SRR RN AR SRR

6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.58%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
R e R o
74.0 6.20 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.00 26.08%
\ Ay ‘\ \ 158.0 189.0
| RIS VNS W N S R A ML L2
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14395: 1,3,5-Trifluorobenzene s L R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.40%
5000
63.0 810
0 31.0 50'0\ \‘ | ‘\ ! 99'011%0 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111466.D

Aca On : 15 Dec 2018 14:08

Operator : JU/SJ

ﬁ?ggle i J6322-17 SUP-2A-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 4.84 ng 248815 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 47

Abundance Scan 1660 (11.851 min): BF111466.D (-1655) (-) m/z 43.05 100.00%

5000

73.0
129.1
: 213.1

157.1 185.2 256.2 11.60 11.80 12.00 12.20

m/z 73.00 94 .54%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

e

8

5000 129.0

11.60 11.80 12.00 12.20

-

83.0 0
#u 1570 1gso 2130 2560 | | M/Z 60.00  90.56%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
Il RmEEE e
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 80.11%
o 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid T

73.0 11.60 11.80 12.00 12.20

43.0 m/z 41.00  72.60%

5000 129.0

:

-

15.0
R EREEEEEsEsEE s
m/z--> 20 40 60 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:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111466.D

Aca On : 15 Dec 2018 14:08

Operator : JU/SJ

ﬁ?ggle i J6322-17 SUP-2A-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 5 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.63 3.12 ng 160084 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 1792 (12.627 min): BF111466.D (-1788) (-) m/z 43.05 100.00%
73.0
5000 1290
97.0 R BRI SO BN B
1570 892 515, 2413 o943 12.40 12.60 12.80 13.00
(o} m/z 41.10 80.68%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 R e EEEEsmmma
nmnmnmmm
' ] 241.0 284.0 m/z 59.95 76.58%
] 207.0 ' '
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
12140 1260 12:80 13.00
5000 129.0 m/z 55.00 75.09%
83.0
157.0 1850 213.0 256.0
Iy
Obrr i
m/z--> 26 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid A e AR RREEs B
43.0 ,73.0 12.40 12.60 12.80 13.00
m/z 57.05 72 .92%
5000 129.0

3

1501 ||

o220l e

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111466.D

Aca On : 15 Dec 2018 14:08

Operator : JU/SJ

ﬁ?ggle i J6322-17 SUP-2A-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 6 Trichloroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.80 3.71 ng 168747 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 91
3 1-Hexacosanol 382 C26H540 000506-52-5 90
4 Carbonic acid. hexadecvl isobuty... 342 C21H4203 1000314-61-3 90
5 1-Docosene 308 C22H44 001599-67-3 90
Abundance Scan 1991 (13.798 min): BF111466.D (-1988) (-) m/z 57.10 100.00%
57.1
97.1
5000
230.1
2Lig30 2021 2810 13.40 1360 13.80 14.00 14.20
I B T v m/z 43.10 99.22%
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43.0
83.0
5000 AR BRI SURBLR ISR B
111.0 1340 13.60 13.80 14.00 14.20
m/z 55.05 83.80%
0 i L 230 18202100
m/z--> 50 100 150 200 250 300 350
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 64 .35%
97.0
29.0
o Ihll LI IA’ ‘J“ “ ‘ ’1%5015301830 '22'4'0'25I3'0' —
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol e
43.0 13.40 13.60 13.80 14.00 14.20
m/z 97.10 56.89%
5000 83.0
“ FlLo
Olsby il | J‘J"L‘L 139.0168.0196.0224.0252.0280.0308.0336.0364.0
m/z--> 50 100 150 200 250 300 350 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111466.D

Aca On : 15 Dec 2018 14:08

Operator : JU/SJ

ﬁ?ggle i J6322-17 SUP-2A-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 unknownl6.62 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.62 2.15 ng 86983 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-9-Hexadecen-1-ol acetate 282 C18H3402 1000130-89-2 38
2 Olevl alcohol. methvl ether 282 C19H380 1000352-68-0 30
3 1.2-0O-1sopropvlidene-3-0O-methane... 326 C11H1809S 1000227-00-5 27
4 2 .5a-Methano-5aH-pvridol1.2-b1l1... 167 C10H17NO 054980-46-0 27
5 Spiro[4.5]decane 138 C10H18 000176-63-6 25
Abundance Scan 2471 (16.621 min): BF111466.D (-2466) (-) m/z 43.00 100.00%
43.0

5000

16.40 16.60 16.80 17.00

212.9 2452

0! m/z 57.05 90.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129354: Z-9-Hexadecen-1-ol acetate
43.0
5000 82.0 e —
16.40 16.60 16.80 17.00
222.0 m/z 82.05 71.50%
0 138.0 166.0 194.0 2450 282.0
RARRRARRE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129469: Oleyl alcohol, methyl ether
82.0
R N EEEEE e
55.0 16.40 16.60 16.80 17.00
5000 m/z 96.00 55.21%
109.0
0 29.0 1370 1660 1040 2220 2590 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #165257: 1,2-O-Isopropylidene-3-O-methanesulfonyl-5-O-meth... RS EmmEs o L
96.0 16.40 16.60 16.80 17.00
m/z 83.10 51.65%
5000
69.0
. 48.0 129.0151.0  193.0 2390 260.0
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_ F\DATA\BF121518\

Data File : BF111466.D

Acq On : 15 Dec 2018 14:08

Operator : JU/SJ

3?22'6 i J6322-17 SUP-2A-C-2-120718
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418_M
Quant Title : 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... 5.01 4.8 ng 223079 1 6.79 922484 20.0
unknown6 .57 6.57 96.7 ng 4460810 1 6.79 922484 20.0
n-Hexadecanoic acid 11.85 4.8 ng 248815 4 11.31 1027720 20.0
Octadecanoic acid 12.63 3.1 ng 160084 4 11.31 1027720 20.0
Trichloroacetic a... 13.80 3.7 ng 168747 5 13.95 909310 20.0
unknownl16 .62 16.62 2.1 ng 86983 6 15.39 810352 20.0
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