LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\

Data File : BF099599.D

Aca On - 17 Oct 2017 23:36 Instrument :
Operator : SJ/JU BNA_F

Sample  : 15869-07 Gt
Misc i MW-7D-10-11-17
ALS Vial : 20 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-BF092317.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 5.051 500 504 520 rVB 103042 128733 3.86% 0.530%
2 5.457 570 573 594 rVB 1498278 1375113 41.24% 5.665%
3 6.469 742 745 763 rBV 957460 853657 25.60% 3.517%
4 6.604 763 768 771 rBV 2618458 2425463 72.74% 9.992%
5 6.828 802 806 811 rBV 791806 662186 19.86% 2.728%
6 6.987 828 833 836 rBVY 2424848 2387700 71.61% 9.836%
7 7.398 897 903 906 rBVY 1792710 1847425 55.40% 7.611%
8 8.110 1020 1024 1027 rBvV 1015913 884415 26.52% 3.643%
9 9.186 1201 1207 1210 rBv 3178002 3334528 100.00% 13.737%
10 9.575 1267 1273 1275 rBV 42992 35868 1.08% 0.148%
11 9.604 1275 1278 1281 rVV 135571 97628 2.93% 0.402%
12 9.657 1284 1287 1294 rVB 61458 46945 1.41% 0.193%

13 9.810 1309 1313 1316 rBV2 1109035 1250017 37.49% 5.150%
14 9.863 1319 1322 1325 rVB 1006487 912950 27.38% 3.761%
15 10.233 1379 1385 1388 rBV 402761 312108 9.36% 1.286%

16 10.275 1390 1392 1395 rVB2 39277 36260 1.09% 0.149%
17 10.486 1425 1428 1432 rBV3 56630 74884 2.25% 0.308%
18 10.657 1453 1457 1460 rBV 1365691 1260589 37.80% 5.193%
19 10.751 1470 1473 1475 rBV 64868 52961 1.59% 0.218%
20 10.775 1475 1477 1480 rVB 41282 42116 1.26% 0.174%
21 10.945 1502 1506 1510 rBVZ2 74019 106863 3.20% 0.440%
22 11.198 1547 1549 1551 rBV2 60429 59057 1.77% 0.243%
23 11.351 1571 1575 1577 rBV 767193 722600 21.67% 2.977%
24 11.375 1577 1579 1584 rVB 71593 88601 2.66% 0.365%
25 11.633 1619 1623 1627 rBV3 24317 47293 1.42% 0.195%
26 11.786 1644 1649 1654 rBV2 62633 111166 3.33% 0.458%
27 11.922 1667 1672 1676 rBV5 27607 43824 1.31% 0.181%
28 12.033 1688 1691 1695 rBV 37258 47589 1.43% 0.196%
29 12.180 1713 1716 1719 rBV2 41515 48971 1.47% 0.202%

30 12.927 1839 1843 1847 rBV 1886561 1887895 56.62% 7.777%

31 13.992 2020 2024 2027 rBV 584772 556821 16.70% 2.294%

32 14.421 2094 2097 2102 rBv4 21876 37958 1.14% 0.156%
33 14.592 2123 2126 2130 rBV 65367 63793 1.91% 0.263%
34 14.727 2145 2149 2154 rBV5 26068 39147 1.17% 0.161%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF101717\
Data File : BF099599.D

Aca On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample = 15869-07

Misc :

ALS Vial : 20 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.451 2266 2272 2280 rVB 503452 629885 18.89% 2.595%

36 15.857 2338 2341 2345 rBV2 31125 42248 1.27% 0.174%
37 16.115 2377 2385 2392 rBV3 15398 34821 1.04% 0.143%
38 16.351 2420 2425 2430 rBV2 34996 58586 1.76% 0.241%
39 16.615 2464 2470 2479 rVB 39531 75388 2.26% 0.311%
40 16.927 2518 2523 2529 rVvB4 28008 56051 1.68% 0.231%
41 17.151 2553 2561 2571 rBV 186884 397786 11.93% 1.639%
42 17.609 2633 2639 2649 rVvB4 25317 68507 2.05% 0.282%
43 17.821 2664 2675 2690 rBv2 383513 989418 29.67% 4_.076%
44 18.421 2773 2777 2786 rVB6 16257 38308 1.15% 0.158%
Sum of corrected areas: 24274122
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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:\HPCHEMI\BNA F\DATA\BF101717\

BF099599.D

17 Oct 2017 23:36

SJ/Ju

15869-07

20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099599.D

6.60
6.99

7.40
5.46

6.83

5.05

0

Time-->

5.50

™1
2.50

3.00

3.50

4.00

4.50

5.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

8.11

TIC: BF099599.D
19

12.93

10.66

Or——
Time-->

13.50

10.50 11.00

11.50 12.00 12.50

13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

13.99

TIC: BF099599.D

15.45
17.82

17.15
J\ 14.434.93 73 15.86 16.1216.35 16.62 16.93 /\ 17.61 18.42

o

Time-->

14.00

17.50 18.00 18.50

19.00

14.50 15.00

15.50 16.00

16.50 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099599.D

Aca On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample : 15869-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 7

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

5.05 3.89 ng 128733 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 504 (5.051 min): BF099599.D (-500) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 e EammamEE S S
83.0 | 4.80 5.00 5.20 5.40
ot e m/z 59.00 58.53%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR UL SN RS
480 5.00 5.20 5.40
59.0 m/z 101.00 20.58%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
410 480 500 520 5.40
5000 m/z 58.00 17.02%
86.0
. 50.0 69.0 101.0
LU UL SR SR SR LRI FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LA L L L L L B
43.0 480 5.00 5.20 5.40
m/z 41.00 8.81%
5000
101.0
15.0 27 71.0
| P 860
e S S S SULIULS SUS I I IULILS IULI LS SIS I IR RN SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099599.D

Aca On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample : 15869-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 2 unknown6.60 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.60 73.26 ng 2425460 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9

5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 767 (6.598 min): BF099599.D (-763) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 e
40.1 540 | | 10 | , 1150 6.20 6.40 6.60 6.80 7.00
O L B O B A O m/z 68.10 37 .84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 | BLJNLNLINLN NI L L L L LB LB L
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.95%
0 ‘ b1 H 1 . !
o B A A o B S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
e
74.0 6.20 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.00 22.93%
158.0 189.0
ot
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R A
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .22%
5000 67.0
41.0 97.0
‘ ‘ 117.0
ok “ SLO“‘ “F ....M..“. N SN | S S
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099599.D

Aca On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample : 15869-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 3-tert-Butyl-4-hydroxyanisole Concentration Rank 13

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

9.60 2.14 ng 97628 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-tert-Butvl-4-hvdroxvanisole 180 C11H1602 000121-00-6 83
2 Phenol. 3-(l1l.1-dimethvlethvI)-4-_.__. 180 C11H1602 000088-32-4 76
3 9H-Fluorene. 2-methvl- 180 C14H12 001430-97-3 58
4 5-tert-Butvl-2-methvlbenzenethiol 180 C11H16S 007340-90-1 52
5 2-Amino-4-(tert-butyl)thiophene-... 180 C9H12N2S 010413-34-0 52

Abundance Scan 1277 (9.598 min): BF099599.D ( 1275) ) m/z 57.05 100.00%
51.0 5.1
5000 137.0
39 |y 77| -0 1os|a|o | | 1931 2211 9.20 9.40 9.60 9.80 10.00
0”||””||”||| I I||I |I| |||| Ll |||||| 'l.l'l.".l.'.'.l...l....l....l.. m/z 165.10 88 _37%
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #45446. 3-tert-Butyl-4-hydroxyanisole
165.0
137.0
5000 AR L LI L B
920 940 9.60 9.80 10.00
770 m/z 180.10 47 .95%
41.0 :
0 I].IS‘I.OII‘I‘I I\I\I I\Rglgl ; "‘I _—r IJ-IOI\S\I\(?\I IHI"' "I ST— .].- 2.(.).  RRRREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
165.0
920 940 9.60 9.80 10.00
0
5000 1370 m/z 41.05 47 .51%
41.0 o 1070 182.0
O L e B L W S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45774: 9H-Fluorene, 2-methyl-
165.0 9.20 9.40 9.60 9.80 10.00
m/z 43.00 43.31%
5000
89.0
0 459 6:7 ° 1A \\‘\ 11\5 0 L 139.0 il H‘ 2.0
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 9.20 9.40 9.60 9.80 10.00

8270-BF092317.M Wed Oct 18 11:45:55 2017

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099599.D

Aca On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample : 15869-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 1-Dodecanamine, N,N-dimethyl- Concentration Rank 4

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

9.81 27.38 ng 1250020 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanamine. N.N-dimethvl- 213 C14H3I1N 000112-18-5 50
2 1.2-Ethanediamine. N-ethvl-N"-me... 102 C5H14N2 000111-37-5 50
3 Dodecvltrimethvlammonium bromide 307 C15H34BrN 001119-94-4 50
4 Cetrimonium Bromide 363 C19H42BrN 000057-09-0 50
5 1-Nonanamine, N,N-dimethyl- 171 C11H25N 017373-27-2 40

Abundance Scan 1313 (9.810 min): BF099599.D (-1309) (-) m/z 58.10 100.00%
54.1
5000
41. 9.40 9.60 9.80 10.00 10.20
Ol el e AL 141 1422 1841 2132 244,05 51.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72006: 1-Dodecanamine, N,N-dimethyl-
58.0
5000 SRS L LR IR I
940 9.60 9.80 10.00 10.20
m/z 41.05 6.75%
0 410 840 1140 1400  170.0 21?0
m/z--> ﬁo 45 60 8 100 120 140 160 180 200 220
Abundance
58.0
9.40 9.60 9.80 10.00 10.20
5000 m/z 43.05 5.31%
30.0
0 "'I""I""I""?§41%O%9"I""I""I""I""I"" '
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #150259: Dodecyltrimethylammonium bromide
58.0 9.40 9.60 9.80 10.00 10.20
m/z 59.05 3.99%
5000
150 410 94.0 1140 135.0151.0 170.0 ZBO
m/z--> ﬁo 40 éo 80 160 120 140 160 180 200 220 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099599.D

Aca On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample : 15869-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Diethyltoluamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.23 6.84 ng 312108 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 95
2 o-Toluic acid. cvclobutvl ester 190 C12H1402 1000292-22-3 72
3 Benzamide. N.N.3-trimethvl- 163 C10H13NO 006935-65-5 59
4 m-Toluic acid. 4-cvanophenvl ester 237 C15H11NO2 1000307-56-9 58
5 4-Methylbenzoic acid, pentafluor... 302 Cl14H7F502 1000354-15-1 58
Abundance Scan 1384 (10.228 min): BF099599.D (-1379) (-) m/z 119.00 100.00%
119.0
5000 91.0
190.1
wo 5 \ e o162 1176 10100 1020 1040 1060
o SRl P W 1 .- e AN N m/z 91.00 38.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53785: Diethyltoluamide
119.0
5000 190.0 R A BRNS B e
910 10,00 10.20 10.40 10.60
65.0 m/z 190.10 28.67%
o 39.0 | | 1050 | 133.0148.0162.0176.0 |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
119.0
10,00 10,20 10.40 10.60
5000 m/z 65.00 13.32%
91.0
ol 36.0 510 65.0 136.0 172.0 190.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #32827: Benzamide, N,N,3-trimethyl- AR
119.0 10.00 10.20 10.40 10.60
m/z 191.10 11.13%
5000 91.0 162.0
oJ a0 %O | 1050 | 1480 |
miz-> 20 40 60 80 100 120 140 160 180 ' 10,00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099599.D

Aca On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample : 15869-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.95 2.96 ng 106863 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 72
3 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 58
4 10-MethvInonadecane 282 C20H42 056862-62-5 58
5 Heptadecane 240 C17H36 000629-78-7 52
Abundance Scan 1507 (10.951 min): BF099599.D (-1502) (-) m/z 57.10 100.00%
57.1
5000
85.0
l \ 131 gegg 10.60 10.80 11.00 11.20
oA gy e m/z 71.05 63.29%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 NN SN SR
85.0 10.60 10.80 11.00 11.20
m/z 43.05 48.36%
0 2%0‘ | | | 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
10,60 10.80 11.00 11.20
5000 71.0 m/z 85.05 28.12%
0 99.0.1570 169.0 203.0233.0
m/z--> 50 100 150 200 250 300 350
Abundance #90252: Sulfurous acid, hexyl penty! ester R B
430 85.0 10.60 10.80 11.00 11.20
m/z 41.00 22 .39%
5000
oL ‘}‘ | L1 13701670
m/z--> 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:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099599.D

Aca On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample : 15869-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 8 Sulfurous acid, pentadecyl ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.79 3.08 ng 111166 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 80
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 80
3 10-MethvlInonadecane 282 C20H42 056862-62-5 72
4 9-methvlheptadecane 254 C18H38 026741-18-4 68
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 1650 (11.792 min): BF099599.D (-1644) (-) m/z 57.10 100.00%
57.1

5000
141.1 168.1189.1 11.40 11.60 11.80 12.00 12.20
Ol m/z 71.05 81.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester
43.0
71.0
5000 LA B L L L L L L L LB
11. 40 11. 60 11. 80 12. OO 12. 20
97.0 m/z 43.05 60.77%
ol 4 “\ | ‘ ‘ \\ 1220 1550 1820 210.0
P.”,”... T T T [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
R e e RS R
71.0 11.40 11.60 11.80 12.00 12.20
5000 ' m/z 85.10 54.06%
97.0
o 125.0 168.0 1970 2310 261.0
I B o e e M AMREARE RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129494: 10-Methylnonadecane B B o
57.0 11.40 11.60 11.80 12.00 12.20
m/z 97.05 33.82%
85.0
5000
154.0
29.0
SR O O e 267.0
LA B e e e AR EREE TR R e e RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099599.D

Aca On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample : 15869-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 9 1,3-Benzenedicarboxylic aci... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.59 2.29 ng 63793 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 52
2 1.2-Benzenedicarboxvlic acid. mo... 278 C16H2204 004376-20-9 32
3 Bromoacetic acid. 2-ethvlhexvl e... 250 C10H19Br02 068144-73-0 27

4 Diisooctvl phthalate 390 C24H3804 000131-20-4 22
5 Phthalic acid, l-naphthyl octyl ... 404 C26H2804 1000315-23-5 22
Abundance Scan 2126 (14.592 min): BF099599.D (-2123) (-) m/z 70.10 100.00%
70.1
149.0
5000 1121 2611
43.0
|| | I | \ 207.0 14.20 14.40 14.60 14.80 15.00
(YR N 7 71 VR 7P 1 NTENE e N N — m/z 149.00 67.06%
m'z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
112.0
149.0 261.0
5000
0 14.20 14.40 14.60 14.80 15.00
4L m/z 112.10 48.37%
0 M h\ LJ “‘ .| 1790 2320 | L 304.0333.0361.0
e T T T T T T
mz--> 50 100 150 200 250 300 350
Abundance
149.0
SRV SN | —
14.20 14.40 14.60 14.80 15.00
5000 m/z 57.05 39.78%
70.0
112.0
0 41.0 179.0
T T P T T e
mz--> 50 100 150 200 250 300 350
Abundance #101723: Bromoacetic acid, 2-ethylhexyl ester A B E e
70.0 14.20 14.40 14.60 14.80 15.00
m/z 261.10 39.28%
5000
410‘ } 112.0
mz--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099599.D

Aca On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample : 15869-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 10 Phthalic acid, hex-3-yl und... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.62 2.39 ng 75388 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hex-3-vl undecvl ... 404 C25H4004 1000356-96-2 86
2 Phthalic acid. 2.4-dimethvlpent-... 418 C26H4204 1000356-85-0 83
3 1.2-Benzenedicarboxvlic acid. de... 390 C24H3804 025724-58-7 80
4 Phthalic acid. decvl hex-3-vl ester 390 C24H3804 1000356-96-1 78
5 Phthalic acid, dodecyl 2-propylp... 452 C29H4004 1000357-02-7 72
Abundance Scan 2471 (16.621 min): BF099599.D (-2464) (-) m/z 149.00 100.00%
149.0
5000
57|-° 851 1210 | 1910 2830 3211 16.40 16.60 16.80 17.00
S S SR m/z 57.05 12.93%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #213825: Phthalic acid, hex-3-yl undecyl ester
149.0
5000 LI IS BN UM B
16,40 16.60 16.80 17.00
430 m/z 150.00 12.06%
o “ 1. 84 0 123.0 ‘ ‘ 251. 0 321 0
miz-> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300 350
Abundance
149.0 \A
16,40 16.60 16.80 17.00
5000 m/z 167 .00 8.84%
57.0
29.0 830 1330 303.0
O T e o 1 P T T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 \ ﬂ
Abundance #207794: 1,2-Benzenedicarboxylic acid, decyl hexyl ester e
149.0 16.40 16.60 16.80 17.00
m/z 43.00 8.83%
5000
o 430 850 419 251.0 307.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16,40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099599.D

Aca On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample : 15869-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 11 Phthalic acid, hept-3-yl no... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.15 12.63 ng 397786 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. hept-3-vl nonvl e... 390 C24H3804 1000356-99-3 86
2 Didecan-2-vl phthalate 446 C28H4604 028029-89-2 86
3 1.2-Benzenedicarboxvlic acid. di... 474 C30H5004 003648-20-2 83
4 Phthalic acid. dodecvl nonvl ester 460 C29H4804 1000308-92-6 80
5 Phthalic acid, hept-3-yl octyl e... 376 C23H3604 1000356-99-2 78
Abundance Scan 2561 (17.151 min): BF099599.D (-2553) (-) m/z 149.00 100.00%
148.0
5000 /\\
e
57.0 16.80 17.00 17.20 17.40
85.1
O et i3 0 ) 4759 2000 2811 3202 o567 00 9.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #207683: Phthalic acid, hept-3-yl nonyl ester
149.0
5000 LR SR UM B
16.80 17.00 17.20 17.40
m/z 57.05 9.37%
mqu‘ 98.0 123.0 293.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

it

Abundance
149.0
L s ISR
16.80 17.00 17.20 17.40
5000 m/z 43.05 9.15%
ol %30 710 7.0 1220 307.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #231794: 1,2-Benzenedicarboxylic acid, diundecy! ester L B
149.0 16.80 17.00 17.20 17.40
m/z 55.00 6.20%
57.0
o ¥ 830 1230 | 1760 260.0 8210
A m i  e m e L B e RAARARaRaE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16 80 17. 00 17. 20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099599.D

Aca On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample : 15869-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 12 Eicosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.61 2.18 ng 68507 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2639 (17.609 min): BF099599.D (-2633) (-) m/z 57.05 100.00%
57.0
5000
1| || 41 1176.9 282.0 17.20 17.40 17.60 17.80 18.00
o L T e o B Bt S B B m/z 71.00 66.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57.0
5000
17.20 17.40 17.60 17.80 18.00
m/z 85.10 50.78%
Lo 120 110 1550 20 2820
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance
57.0

17.20 17.40 17.60 17.80 18.00
5000 m/z 43.00 44 _19%

99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
e o T oSS e B o
miz--> 50 100 150 200 250 300 350 400

Abundance #202661: Heptacosane T T T T
57.0 17. 20 17. 40 17. 60 17. 80 18 00
m/z 55.00 30.09%

5000
99.0
150 | | § ||, 1410 183.0 2250 2670 309.0 380.0

. S

m/z--> 50 100 150 200 250 300 350 400 17. 20 17. 40 17. 60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099599.D

Aca On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample : 15869-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 13 unknownl7.82 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.82 31.42 ng 989418 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 tri(2-Ethvlhexvl) trimellitate 546 C33H5406 003319-31-1 49
2 6-Hvdroxv-3-I2-methvl-2-I2-hvdro... 595 C31H49N303Si3 1000292-78-8 20
3 I21(1.4MHAnthracenol21(2.6)pvridi... 305 C23H15N 106727-24-6 9
4 T1.2.41Triazololl.5-alpvrimidine... 306 C17H18N6 1000350-66-1 9
5 2H-Furo[2,3-H]chromen-2-one, 8,9... 305 C19H15NO3 1000271-14-0 9
Abundance Scan 2675 (17.821 min): BF099599.D (-2664) (-) m/z 305.10 100.00%
306.1
so00] °"° 192.9 /\
113.1 LRI UM BN SURRILN B
17.60 17.80 18.00 18.20
0 ...“,.J..l.,-.l.‘..l,..t..,.1...2?9'.1..,..l..,....‘,”.7.'.2.,....,....,.... m/z 57.05 51.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238919: tri(2-Ethylhexyl) trimeliitate
305.0
57.0
5000 LA UL UL UL UL
193.0 17.60 17.80 18.00 18.20
113.0 m/z 192.95 42 .55%
A Y . L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0 305.0
17,60 17.80 18.00 18.20
5000 m/z 71.10 34 .26%
0 130.0 186.0 235.0 580.0
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #148936: [2](1,4)Anthraceno[2](2,6)pyridinophane-1,13-diene R mE R s
305.0 17.60 17.80 18.00 18.20
m/z 70.10 30.35%
5000
152.0
ol 6301060 [ 2000 2540
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101717\
Data File : BF099599.D

Acq On : 17 Oct 2017 23:36

Operator : SJ/JU

Sample - 15869-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.05 3.9 ng 128733 1 6.83 662186 20.0
unknown6 .60 6.60 73.3 ng 2425460 1 6.83 662186 20.0
3-tert-Butyl-4-hy. .. 9.60 2.1 ng 97628 3 9.86 912950 20.0
1-Dodecanamine, N... 9.81 27.4 ng 1250020 3 9.86 912950 20.0
Diethyltoluamide 10.23 6.8 ng 312108 3 9.86 912950 20.0
Heptacosane 10.95 3.0 ng 106863 4 11.35 722600 20.0
Sulfurous acid, p-... 11.79 3.1 ng 111166 4 11.35 722600 20.0
1,3-Benzenedicarb... 14.59 2.3 ng 63793 5 13.99 556821 20.0
Phthalic acid, he... 16.62 2.4 ng 75388 6 15.45 629885 20.0
Phthalic acid, he... 17.15 12.6 ng 397786 6 15.45 629885 20.0
Eicosane 17.61 2.2 ng 68507 6 15.45 629885 20.0
unknownl17 .82 17.82 31.4 ng 989418 6 15.45 629885 20.0
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