LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\

Data File : BF095511.D

Aca On : 27 May 2017 22:53 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13281-21 UGl
Misc i R1-TP15-D46
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:\HPCHEM1I\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 heiaht area % max. total
1 5.113 536 540 560 rBV 102093 283227 9.19% 1.176%
2 5.701 637 640 679 rBVY 1020426 2624260 85.11% 10.898%
3 7.283 905 909 925 rBVY 1256527 2354907 76.38% 9.779%%
4 7.401 925 929 945 rVB 1591298 2892877 93.83% 12.013%
5 7.736 983 986 1001 rVB 405532 561009 18.20% 2.330%

7.972 1022 1026 1041 rBV 1494192 2030433 65.85% 8.432%
8.642 1136 1140 1170 rBV 713435 1588919 51.53% 6.598%
9.766 1327 1331 1354 rBV 331173 751324 24 _.37% 3.120%
1820333 3083243 100.00% 12.803%
12.242 1747 1752 1767 rBV 135577 248986 8.08% 1.034%
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11 12.595 1808 1812 1833 rBV2 444244 786691 25.52% 3.267%
12 13.889 2028 2032 2058 rBV 773417 1622800 52.63% 6.739%
13 15.001 2217 2221 2250 rVB2 420029 872404 28.30% 3.623%

14 15.489 2297 2304 2315 rBv4 24414 64435 2.09% 0.268%
15 15.965 2379 2385 2390 rBV6 16369 39269 1.27% 0.163%
16 16.724 2511 2514 2518 rVB 74423 75338 2.44% 0.313%
17 17.318 2609 2615 2630 rBV 2109272 2787655 90.41% 11.576%
18 18.553 2820 2825 2833 rBV3 34104 83660 2.71% 0.347%

19 18.677 2842 2846 2862 rBV 443074 778385 25.25% 3.232%
20 20.359 3128 3132 3147 rBV 274293 551437 17.88% 2.290%

Sum of corrected areas: 24081259
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\

Data File : BF095511.D

Aca On : 27 May 2017 22:53

Operator : SJ/MA

ﬁ?ggle i 13281-21 R1-TP15-D46
ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF095511.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\

Data File : BF095511.D

Aca On : 27 May 2017 22:53

Operator : SJ/MA

Sample : 13281-21 R
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 3

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

5.11 10.10 ng 283227 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 539 (5.107 min): BF095511.D (-536) (-) m/z 43.00 100.00%
43.0 T
59.0
5000
101.0
| | 83.1 4.80 5.00 5.20 5.40
e e e e e e m/z 59.00 55.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 480 5.00 520 5.40
m/z 101.00 20.33%
31.0 101.0
"w“'w'WW“““W“'w'“l““l“'E%QW'HW'H'VH'V'“P'”l““l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 17.45%
20.0 101.0
15.0 73.0 85.0
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
54.0 480 5.00 5.20 5.40
m/z 41.10 9.34%
5000 41.0 /\\{
"w"“|'“'l“'JhL'w'“”i'“'zﬁqw"“|'“'|“"v"w%???'“%?%9'l IR AN R UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\

Data File : BF095511.D

Aca On : 27 May 2017 22:53

Operator : SJ/MA

Sample : 13281-21 R
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 unknown7.40 Concentration Rank 1

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

7.40 103.13 ng 2892880 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 929 (7.401 min): BF095511.D (-925) (-) m/z 132.00 100.00%
132.0
5000 68.0 f\
96.0 AR SRR AR
40.0 540 700 7.20 7.40 7.60 7.80
SR O | NN -5 N A B | N m/z 68.05 37.61%
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
132.0
5000 1 IR
M0 530 . m/z 134.00  31.82%
‘ 79.0 '
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘::: -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 o 700 750 740 750 780
5000 ' m/z 66.00 22.11%
31.0 51.0
wwmmwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 14 _.35%
5000
104.0
120 27.0 390 5.0 %0770 o045 | 1550 ‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 700 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052717\

Data File : BF095511.D

Aca On : 27 May 2017 22:53

Operator : SJ/MA

Sample : 13281-21 R
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.55 2.15 ng 83660 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 81
2 1-Hexacosanol 382 C26H540 000506-52-5 80
3 Behenic alcohol 326 C22H460 000661-19-8 68
4 1-Heneicosanol 312 C21H440 015594-90-8 68
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 62
Abundance Scan 2824 (18.547 min): BF095511.D (-2820) (-) m/z 57.10 100.00%
57.1
97.1
5000
251 1651 292.2 Qo 1840 18 an 1aen
| | 193.0 . 18.20 18.40 18.60 18.80
A ey “m/z 83.05  72.46%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 AR DR AR AR B
50 18 20 18. 40 18 60 18.80
. m/z 43.10 71.72%
= [ L
NEIERN L ﬁ 181.0210.0238.0266.0 308.0336.0
m/z--> éo 16 150 260 2éo 360 3éo
Abundance
43.0
18120 18.40 18.60 18:80
5000 83.0 m/z 69.05 65.13%
111.0
15,0 139.0168.0196.0224.0252.0280.0308.0336.0364.0
m/z--> éo 160 1éo 200 250 300 3éo
Abundance #166292: Behenic alcohol L B o
55,0 83.0 18.20 18.40 18.60 18.80
m/z 55.00 63.57%
5000 111.0
270 || || | ﬂ 1 k3ﬁ0}67019602240252028003080
m/z--> 5'0 1(')0 150 200 250 3(')0 3éo 18 20 18. 40 18 60 18. 80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052717\

Data File : BF095511.D

Acq On : 27 May 2017 22:53

Operator : SJ/MA

Sample - 13281-21 R
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.11 10.1 ng 283227 1 7.74 561009 20.0
unknown7 .40 7.40 103.1 ng 2892880 1 7.74 561009 20.0
n-Tetracosanol-1 18.55 2.1 ng 83660 5 18.68 778385 20.0
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