LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090007.D

Acq On : 7 Sep 2016 16:17

Operator : UM/SJ

Sample : H4676-11

Misc :

ALS Vial : 10 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-BF083116.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 1.736 11 13 62 rvB 3627190 9538105 100.00% 15.620%
2 4_753 274 277 291 rBVY 675773 1360598 14.26% 2.228%
3 5.199 313 316 336 rBV 4068582 5384978 56.46% 8.819%
4 6.262 406 409 412 rBV 3199106 5444108 57.08% 8.915%
5 6.387 417 420 422 rBV 4309617 5481329 57.47% 8.976%

6.616 438 440 451 rVB 960857 1127813 11.82% 1.847%
6.776 451 454 456 rBV 3071015 4119892 43.19% 6.747%
7.187 487 490 492 rBV 3025388 3629631 38.05% 5.944%
1212070 1483424 15.55% 2.429%
8.982 644 647 649 rBV 5673616 5850726 61.34% 9.581%
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11 9.382 679 682 684 rBvV 538475 788743 8.27% 1.292%
12 9.645 703 705 715 rVB 1852597 1753458 18.38% 2.872%
13 10.102 738 745 746 rBV2 88274 141561 1.48% 0.232%
14 10.434 771 774 776 rBV 3265048 3866470 40.54% 6.332%
15 10.571 784 786 790 rBV 117923 161080 1.69% 0.264%

16 11.119 831 834 836 rBV 1551609 1845550 19.35% 3.022%
17 12.697 969 972 975 rBV 4005961 5849061 61.32% 9.579%
18 13.611 1049 1052 1058 rBV 116883 185868 1.95% 0.304%
19 13.725 1060 1062 1065 rBV 1455947 1460408 15.31% 2.392%
20 15.063 1177 1179 1182 rBV 802910 1115563 11.70% 1.827%

21 16.331 1287 1290 1294 rBV 192566 377348 3.96% 0.618%
22 17.486 1386 1391 1399 rBv4 32317 98433 1.03% 0.161%

Sum of corrected areas: 61064147
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090007.D

Acq On : 7 Sep 2016 16:17

Operator : UM/SJ

Sample : H4676-11

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090007.D

Acq On : 7 Sep 2016 16:17

Operator : UM/SJ

Sample : H4676-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.75 24.13 ng 1360600 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 1,2-Butanediol 90 C4H1002 000584-03-2 9
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 277 (4.753 min): BFO90007.D (-274) (-) m/z 43.05 100.00%
a3
5000 50 [\\
| e s 1‘|’1 440 460 480 500
R e L S o m S MM m/z 59.10 51.25%
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
59 4.40 4.60 4.80 5.00
m/z 58.10 16.16%
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
440 460 480 500
5000 M m/z 101.10 15.85%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate
43 440 4.60 4.80 5.00
m/z 41.10 8.24%
5000
58
voa 7 100
O L L L I e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090007.D

Acq On : 7 Sep 2016 16:17

Operator : UM/SJ

Sample : H4676-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 3 unknown6.39 Concentration Rank 2

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

6.39 97.20 ng 5481330 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 420 (6.387 min): BF090007.D (-417) (-) m/z 132.10 100.00%
132
5000 68
0 s || g 108 e 550850 6.0 0 6bo
0..““.“”.“”.M”.u”.“.”..”“.““.”“w”“.”,““fh“,” m/z 68.10 35.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RRE SRR RAREE R
6.00 6.20 6.40 6.60 6.80
78 m/z 134.10 33.53%
31 4 ‘
0'W'”'P'”I”J“'h'J'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 67 m/z 66.10 22.99%
41 97
53 117
79
ol 34 60 89 | 105 124
mﬁﬁmﬁmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 14.16%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090007.D

Acq On : 7 Sep 2016 16:17

Operator : UM/SJ

Sample : H4676-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 Heptadecyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.61 2.55 ng 185868 Chrysene-d12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 95
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 1052 (13.611 min): BFO90007.D (-1049) (-) m/z 57.10 100.00%
57
83
5000
13.20 13.40 13.60 13.80 14.00
o’ m/z 43.10 88.24%
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecyl! trifluoroacetate
57
97
5000 AL A SRR A
13:20 13.40 13.60 13.80 14.00
29 125 m/z 55.05 77.81%
ol ik A l7 ‘ \h L 104 182 210 238 265283 334
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
13.20 13.40 13.60 13.80 14.00
5000 111 m/z 83.10 74.64%
29
o 139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate L B
57 13.20 13.40 13.60 13.80 14.00
97 m/z 97.10 72.48%
5000
- 125
oL 4074 | | | 15 182 224 252 279297 328348
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090007.D

Acq On : 7 Sep 2016 16:17

Operator : UM/SJ

Sample : H4676-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 Phosphine, methyl-(2,4,6-tr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.33 6.77 ng 377348 Perylene-d12 15.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphine, methyl-(2,4,6-triisop... 250 C16H27P 158748-69-7 50
2 1-Ethanone, 1-{2-[(3,3-dimethyl-__.. 292 C16H24N20S 077109-20-7 32
3 cis-3-Hydroxycotinine thdms 306 C16H26N202Si 1000331-70-7 25
4 Acetyl-1-(3-n-propoxyphenyl)-2-p... 249 C14H19NO3 1000122-90-2 25
5 12H-Benzo[a]phenothiazine 249 C16H11NS 000225-83-2 22
Abundance Scan 1290 (16.331 min): BF090007.D (-1287) (-) m/z 249.20 100.00%
249

55

81 197

5000

—

- 389 16.00 16.20 16.40 16.60
—Hll‘-v—v—v—|—v—v—v—v—|—v—v—v—|¢—|-|'-v— m/z 55.10 66.42%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #102527: Phosphine, methyl-(2,4,6-triisopropylphenyl)-
249
5000 LA L L LB L L LN L |

16.00 16.20 16.40 16.60
43 ZB m/z 43.05 57.38%

01 175
o s S UM Loy |
m/z--> 50 100 150 20 250 300 350 400
Abundance
249
s A ma
16.00 16.20 16.40 16.60
5000 m/z 81.10 56.15%
219
43 65 g5 108 136 171792 292
O e LA B o e e B S L o e s
m/z--> 50 100 150 200 250 300 350 400
Abundance #149362: cis-3-Hydroxycotinine tbdms R AR mamEE B
249 16.00 16.20 16.40 16.60
m/z 107.10 50.90%
5000 144
75
116 291
15 4t i 175195218 |
T T
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090007.D

Acq On : 7 Sep 2016 16:17

Operator : UM/SJ

Sample : H4676-11

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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... 4.75 24_.1 ng 1360600 1 6.62 1127810 20.0
unknown6 .39 6.39 97.2 ng 5481330 1 6.62 1127810 20.0
Heptadecyl triflu... 13.61 2.5 ng 185868 5 13.73 1460410 20.0
Phosphine, methyl... 16.33 6.8 ng 377348 6 15.06 1115560 20.0
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