LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\

Data File : BF090694.D

Aca On : 20 Oct 2016 20:42 Instrument :
Operator - UM/SJ BNA_F

Sample - H5343-06 ClientSampleld :
Misc - RMAB-SB05-14.5-15.0
ALS Vial : 18 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-BF101316.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 3.857 130 133 142 rBvV 42366 76530 1.55% 0.190%
2 5.069 236 239 250 rBV 825297 1105181 22.43% 2.750%
3 5.491 273 276 278 rBVY 4552101 4927078 100.00% 12.261%
4 6.520 363 366 368 rBY 4282923 4856094 98.56% 12.084%
5 6.646 375 377 380 rBVY 4265522 4550092 92.35% 11.323%

6.874 395 397 400 rBV 823637 1032098 20.95% 2.568%
7.034 409 411 414 rBV 3968823 3560933 72.27% 8.861%
7.446 444 447 449 rBV 2617417 2810046 57.03% 6.993%
50531 122859 2.49% 0.306%
8.166 507 510 512 rBV 1616388 1439786 29.22% 3.583%
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11 9.240 602 604 607 rBV 4346057 4323964 87.76% 10.760%
12 9.640 636 639 641 rBvY 845578 865254 17.56% 2.153%
13 9.926 661 664 666 rBvV 939340 1310222 26.59% 3.260%
14 10.338 697 700 703 rBv2 206363 258290 5.24% 0.643%
15 10.578 717 721 724 rBV 31570 61435 1.25% 0.153%

16 10.715 730 733 735 rBV2 1524025 2216683 44.99% 5.516%
17 10.829 741 743 750 rVB 120460 158178 3.21% 0.394%
18 11.275 780 782 784 rBV 82059 75673 1.54% 0.188%
19 11.401 791 793 796 rBV 774510 978109 19.85% 2.434%
20 12.989 930 932 935 rBV 2692851 3393869 68.88% 8.445%

21 13.892 1009 1011 1018 rBV 223256 288336 5.85% 0.718%
22 14.041 1022 1024 1027 rBV 781482 916411 18.60% 2.280%

23 14.521 1064 1066 1072 rBV 34986 75747 1.54% 0.188%
24 15.492 1148 1151 1158 rBV 605264 783327 15.90% 1.949%

Sum of corrected areas: 40186195
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF102016\

BF090694 .D

20 Oct 2016 20:42

UmM/sJ

H5343-06

18 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

RMAB-SB05-14.5-15.0

BF101316.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

4000000

3000000

2000000

1000000

3.86

TIC: BF090694.D

5/49 6.58.65

7.03

7.45

5.07 6.87

0

Time--> 2.50

I
4.00

I
4.50

I
3.00

I
3.50

I I
5.00 5.50 6.00

Abundance

4000000

3000000

2000000

8.17

1000000

24

TIC: BF090694.D

12.99

10.71

0
Time-->

10.50

13.50

13.00

11.00 11.50 12.00 12.50

Abundance

4000000

3000000

2000000

1000000{ 14

3.89

04 15.49

L

14.52

TIC: BF090694.D

0
Time-->

T
14.00

15.50 16.00

14.50

15.00

18.50

18.00

17.50

16.50

17.00

19.00

8270-BF101316.

M Fri Oct 21 19:47:30 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102016\

Data File : BF090694.D

Aca On - 20 Oct 2016 20:42

Operator : UM/SJ

Samole - H5343-06 RMAB-SB05-14.5-15.0
Misc : - -
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 3

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

5.07 21.42 ng 1105180 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 239 (5.069 min): BF090694.D (-236) (-) m/z 43.10 100.00%
a3
59
5000
1o 480 500 520 540
oo 8Ll 0 83 | 7z 5910 88,530
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR L AN IS L
59 480 5.00 520 540
m/z 101.10 17.75%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 41 m/z 58.10 15.44%
31
69 87
o 15 51 98
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 e e A
59 4.80 500 520 5.40
m/z 41.10 8.73%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102016\

Data File : BF090694.D

Aca On - 20 Oct 2016 20:42

Operator : UM/SJ

Samole - H5343-06 RMAB-SB05-14.5-15.0
Misc : - -
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 unknown6.65 Concentration Rank 1

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

6.65 88.17 ng 4550090 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dihvdro-3-methvl-thiophene 1... 132 C5H802S 001193-10-8 17
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 377 (6.646 min): BF090694.D (-375) (-) m/z 132.00 100.00%
132
68
5000
40 54 % 640 6.60 6.80 7.00
7 . . . )
o e lasus o 76810 52,220
m/z--> 40 60 80 100 120 140 160 180
Abundance #14230: 2,5-Dihydro-3-methyl-thiophene 1,1-dioxide
68
5000 53 IEREE AR S SR
39 6.40 6.60 6.80 7.00
m/z 134.00 33.34%
\H‘ 1 Lol 132
L B L WL UL UL WL L S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 32.44%
33 a . 105
0 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 20.31%
5000 98 116
N -‘-“‘. & g ‘-“. s 189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102016\

Data File : BF090694.D

Aca On - 20 Oct 2016 20:42

Operator : UM/SJ

Samole - H5343-06 RMAB-SB05-14.5-15.0
Misc : - -
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.83 3.23 ng 158178 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 743 (10.829 min): BF090694.D (-741) (-) m/z 57.10 100.00%
57
5000 85
J 113 14 10,60 10.80 11.00 11.20
o T m/z 71.10 70.44%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 RN RN AR RN R
85 10.60 10.80 11.00 11.20

m/z 43.10 67 .06%

29
Al 141 169 197 225 253 281 323 351 380
N N L =
mz--> 50 100 150 200 250 300 350
Abundance
57
o e e
10.60 10.80 11.00 11.20
5000 m/z 85.10 39.09%
85
29
0 113 141 169 197 226
e S s e
mz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R AL AR A
57 10.60 10.80 11.00 11.20
m/z 41.10 29.29%
5000 g5
29
ol ] | (M3 141 169 197 225 253 281 309 337 365 394
e e Il it A A el R R L - A S e
mz--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102016\
Data File : BF090694.D

Aca On : 20 Oct 2016 20:42

Operator : UM/SJ

Sample : H5343-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Trichloroacetic acid, penta... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.89 6.29 ng 288336 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 l1l-Heptacosanol 396 C27H560 002004-39-9 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Tetracosanol- 354 C24H500 000506-51-4 94

Abundance Scan 1011 (13.892 min): BF090694.D (-1009) (-) m/z 57.10 100.00%
>0 e ML\‘
HRR SRS BN BN U
139 13.60 13.80 14.00 14.20
ol—th, i, e 28 w/z 55.10 93.08%
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43
5000 L SRR SR UL UL
111 13.60 13.80 14.00 14.20
J m/z 83.10 90.86%
o H \\‘\ ‘w ‘\ \ |1|82| 2:!'OI — —
m/z--> 50 200 250 300 350
Abundance
57 97
|13.60 13.80 14.00 14.20
5000 m/z 43.10 86.93%
125
o 29 77 153 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester B RRREE R
4 13.60 13.80 14.00 14.20
69 m/z 69.10 83.18%
97
5000
125
0! J A J ill Lu ‘\. I 1§3 196 224
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102016\

Data File : BF090694.D

Acg On : 20 Oct 2016 20:42

Operator : UM/SJ

Sample - H5343-06 RMAB-SB05-14.5-15.0
Misc : E—
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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... 5.07 21.4 ng 1105180 1 6.87 1032100 20.0
unknown6 .65 6.65 88.2 ng 4550090 1 6.87 1032100 20.0
Heptacosane 10.83 3.2 ng 158178 4 11.40 978109 20.0
Trichloroacetic a... 13.89 6.3 ng 288336 5 14.04 916411 20.0
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