LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN003483.D

Aca On : 09 Nov 2018 21:42

Operator : MJ/SJ

Sample = J5860-18

Misc :

ALS Vial : 15 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 N\METHODS\8270-BN102418 .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

3.028 3 7 19 rvB 91916 113563 1.62% 0.291%
3.563 95 98 113 rVB 57515 76938 1.10% 0.197%
336 342 rBV 79619 108680 1.55% 0.279%
5.416 406 413 425 rVB 2029778 2851206 40.70% 7.318%
7.010 676 684 698 rBV 1948956 3399739 48.53% 8.726%
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7.381 739 747 754 rBV 2122095 3340720 47.69% 8.575%
7.846 820 826 832 rBV 358287 563354 8.04% 1.446%
881 890 rBV 1587089 2541728 36.28% 6.524%
9.016 1016 1025 1033 rBV 1215508 2017441 28.80% 5.178%
10.645 1295 1302 1311 rVB 517577 839843 11.99% 2.156%
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11 13.104 1712 1720 1727 rBV 3654376 5386097 76.89% 13.825%
12 13.934 1855 1861 1867 rBV 470008 634318 9.06% 1.628%
13 14.486 1948 1955 1963 rVB2 761076 1167998 16.67% 2.998%
14 15.975 2201 2208 2220 rBV 2999623 4142537 59.14% 10.633%
15 17.227 2414 2421 2427 rBV 1010451 1367212 19.52% 3.509%

16 18.098 2564 2569 2580 rBV 130992 193920 2.77% 0.498%
17 19.374 2781 2786 2796 rBV 53320 79459 1.13% 0.204%
18 19.845 2860 2866 2871 rBV 5412086 7004981 100.00% 17.980%
19 21.098 3074 3079 3091 rBV 170384 236002 3.37% 0.606%
20 21.404 3126 3131 3138 rVB 1043279 1270833 18.14% 3.262%

21 21.533 3150 3153 3159 rVB 82194 85631 1.22% 0.220%
22 21.974 3224 3228 3237 rBV 72920 100101 1.43% 0.257%
23 22.451 3305 3309 3316 rBV 71358 97278 1.39% 0.250%
24 22.974 3394 3398 3403 rVB 56766 77163 1.10% 0.198%
25 23.562 3494 3498 3506 rVB 44584 75346 1.08% 0.193%

26 23.721 3517 3525 3535 rBV 639639 1187594 16.95% 3.048%

Sum of corrected areas: 38959682
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN0O03483.D

Aca On : 09 Nov 2018 21:42

Operator : MJ/SJ

Sample - J5860-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BN003483.D

5000000
4000000

3000000

7.38
2000000 5.42 7.01

9.02

1000000

785 10.65

.03 3.56 4.96 ﬂ
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BN003483.D

19.84
5000000

4000000
13.10

3000000 15.97

2000000

17.23
1000000 14.49

13.93

18.10 19.37
0 e o o L o s B M NN S i o )

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN003483.D

5000000

4000000

3000000

2000000

21.40

1000000 2379

21.10 p153 21.97 2245 2297 235
R e e R E T e e R e e e e e e R

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN0O03483.D

Aca On : 09 Nov 2018 21:42

Operator : MJ/SJ

Sample - J5860-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.03 4.03 ng 113563 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23

Abundance Scan 7 (3.028 min): BN003483.D (-3) (-) m/z 73.10 100.00%
73.1
5000
43.0
55.1 87.1 N
3.10 3.20 3.30 3.40
o N N O 1 m/z 43.00 34.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 U R U R UL
43.0 3.10 3.20 3.30 3.40
550 87.0 m/z 87.10 25.77%
29.0
0'I””H'””#J”I”'W'”'PI”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 U A U R UL I
3.10 3.20 3.30 3.40
5000 41.0 55.0 m/z 55.10 25.56%
29.0 ‘
0 H\ ‘ . ‘ ‘ A \‘ | | 97.0 112.0 129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl- R EmEEETaES LS
73.0 3.10 3.20 3.30 3.40
m/z 71.10 10.62%
5000 59.0
87.0
43.0
29.0 Iy " 1 “ 102.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 310 320 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN0O03483.D

Aca On : 09 Nov 2018 21:42

Operator : MJ/SJ

Sample - J5860-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 2 (S)-(+)-1,2-Propanediol Concentration Rank 7

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

3.56 2.73 ng 76938 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 64
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 Propnvlene Glvcol 76 C3H802 000057-55-6 9
5 L-Lactic acid 90 C3H603 000079-33-4 9

Abundance Scan 97 (3.558 min): BN003483.D (-95) (-) m/z 45.00 100.00%
44.0
5000
wo| 61.0 3.20 340 3.60 3.80
Obrprerrprrerrrrrrrereprrrepe e poH e et m/z 43.00 19.01%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
44.0
5000 SRR U AN

3.20 3.40 3.60 3.80
m/z 61.00 6.80%

31.0

0 14.019.0 26.077° 39.0 |, 55.0 61.0 75.0
R LA A A e o e T A AL AALE aaa st
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol
45.0
s s s e
3.20 3.40 3.60 3.80
5000 m/z 43.95 6.62%
0.0 29.
140199 | 300|,| 550610 76.0
T e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: 1sopropy! Alcohol N e o o
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.83%
5000
27.0
19.0 39.0
o.w”.q}fﬁuhnupnwhnpuhhu.”w””,fgﬁuw””“”w””“”q \h....w..”,.”.,”..“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN0O03483.D

Aca On : 09 Nov 2018 21:42

Operator : MJ/SJ

Sample - J5860-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.96 3.86 ng 108680 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetone 58 C3H60 000067-64-1 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 335 (4.958 min): BN003483.D (-331) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 RREDENARRE N AR
| 83.0 | 460 4.80 500 5.20
oS M ] FRRBERSSENY EEE G M m/z 59.00 57.06%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ik b sho sk
0
150 a0 1010 m/z 101.00 21.86%
0 ol , 83.0
RIS L SULILIL AR SO SURIL IO IS UL UL UL L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
54.0
460 480 500 520
5000 41.0 m/z 57.95 15.65%
31.0
69.0 87.0
15.0 M syl | 98.0
e R LS I RS IS UL RS RS RS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone LA L L L LB B B
43.0 460 4.80 5.00 5.20
m/z 41.00 9.53%
5000
15.0
58.0
27.0
0"'%Q'W“L'I”HH"”Th"P'”I”"P'”I”"P'”I'”'P G L R R
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN0O03483.D

Aca On : 09 Nov 2018 21:42

Operator : MJ/SJ

Sample - J5860-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 unknown7.38 Concentration Rank 1

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

7.38 118.60 ng 3340720 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 747 (7.381 min): BN003483.D (-739) (-) m/z 132.00 100.00%
132.0
5000
68.1
TrrrTyrTTTTT T T T T T T
40.0 540 | | 810 9?'0 1150 J 7.00 7.20 7.40 7.60 7.80
O L O O I R e m/z 68.10 35.29%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 B RN RIS IR LR R
7.00 7.20 7.40 7.60 7.80
310 5L0 m/z 134.00 32.87%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 22.37%
41.0 97.0
‘ ‘ 117.0
ol— HS‘LO\HHF ||||“|||H||||||||||||||||
m/z--> 100 120 140 160 180
Abundance #52379. Tranylcypromine-propionyl R
57.0 132.0 7.00 7.20 7.40 7.60 7.80
m/z 96.00 14.28%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN §
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN0O03483.D

Aca On : 09 Nov 2018 21:42

Operator : MJ/SJ

Sample - J5860-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.10 2.84 ng 193920 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 18
Abundance Scan 2569 (18.098 min): BN003483.D (-2564) (-) m/z 73.00 100.00%
430 730
5000 129.1
97.0 213.2 e —
157.1 1851 256.2 17.80 18.00 18.20 18.40
0 m/z 43.00 83.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0
83.0 17.80 18.00 18.20 18.40
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  79.98%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 30
17.|80 18.|00 18.|20 18.I40
5000 m/z 57.10 66.91%
129.0
171.0 214.0
97.0
o.n,n.w.”....””,”.w.”.ﬂéaon...”..”...”,”.w.
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0 17.80 18.00 18.20 18.40
m/z 55.00 65.10%
5000 129.0
0l15.0 |
.”,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN0O03483.D

Aca On : 09 Nov 2018 21:42

Operator : MJ/SJ

Sample - J5860-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 7 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.10 3.71 ng 236002 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
4 Cvclopentadecane 210 C15H30 000295-48-7 84
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 76
Abundance Scan 3079 (21.098 min): BN003483.D (-3074) (-) m/z 57.10 100.00%
57.1

5000

20.80 21.00 21.20 21.40
m/z 43.00 73.04%

0 1391 169.1  207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0

83.0

5000
20.80 21.00 21.20 21.40

111.0 m/z 71.10 64 .96%
139.0 168.0 196.0 2270 50

29.0

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57.0
SIS & NSy
20.80 21.00 21.20 21.40
5000 m/z 55.00 55.28%
29.0 a3
o J“‘HH‘Fmgwo 1960 2240 2690
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95994: 1-Decanol, 2-hexyl-
57.0 20.80 21.00 21.20 21.40

m/z 83.10 51.71%

5000

1390 1680 196.0 224.0 "

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN110918\
Data File : BN003483.D

Acq On : 09 Nov 2018 21:42

Operator : MJ/SJ

Sample - J5860-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418_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]
Butane, 2-methoxy... 3.03 4.0 ng 113563 1 7.85 563354 20.0
(S)-(+)-1,2-Propa. .. 3.56 2.7 ng 76938 1 7.85 563354 20.0
2-Pentanone, 4-hy... 4.96 3.9 ng 108680 1 7.85 563354 20.0
unknown? .38 7.38 118.6 ng 3340720 1 7.85 563354 20.0
n-Hexadecanoic acid 18.10 2.8 ng 193920 4 17.23 1367210 20.0
Ethanol, 2-(tetra... 21.10 3.7 ng 236002 5 21.40 1270830 20.0
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