LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101618\

Data File : BG037361.D

Aca On : 16 Oct 2018 16:12 Instrument :

Operator : JU/SJ ?:'l\:gﬁ(t;Sam ol

agmple : J5516-04 SSSJDngDHel
isc :

ALS Vial : 5 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 G\METHODS\8270-BG101118.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 5.192 318 324 333 rVB 31009 50378 1.56% 0.257%
2 5.650 395 402 411 rBV 753796 1239812 38.29% 6.323%
3 7.248 667 674 685 rBV 784436 1411959 43.61% 7.201%
4 7.636 732 740 752 rBV 730414 1288770 39.80% 6.573%
5 8.112 814 821 829 rBV 193709 343123 10.60% 1.750%
6 8.435 868 876 885 rBV 552455 972841 30.04% 4.962%
7 9.287 1010 1021 1030 rBV 441563 820952 25.35% 4.187%
8 10.932 1294 1301 1309 rBV 279737 526332 16.26% 2.684%
9 13.371 1707 1716 1726 rBV 1314926 2127040 65.69% 10.848%
10 14.193 1849 1856 1861 rBvV 103129 162169 5.01% 0.827%

11 14.745 1943 1950 1959 rBV2 505670 817207 25.24% 4.168%
12 16.232 2195 2203 2216 rBV 1001004 1586292 48.99% 8.090%
13 17.489 2411 2417 2426 rBvV2 711988 1085964 33.54% 5.539%
14 18.353 2559 2564 2569 rBV 62161 97254 3.00% 0.496%
15 19.616 2775 2779 2784 rBV4 23014 35063 1.08% 0.179%

16 20.092 2853 2860 2866 rBV 2331076 3237963 100.00% 16.514%
17 20.762 2967 2974 2979 rBV 201538 402445 12.43% 2.053%
18 20.868 2989 2992 2997 rVB 73841 85537 2.64% 0.436%
19 21.385 3074 3080 3089 rBvV 106543 181286 5.60% 0.925%
20 21.772 3139 3146 3158 rVB2 662534 1157151 35.74% 5.902%

21 21.890 3160 3166 3169 rVV6 23115 46539 1.44% 0.237%
22 21.943 3171 3175 3182 rVB 72108 112313 3.47% 0.573%
23 22.572 3277 3282 3289 rVB 66181 111534 3.44% 0.569%
24 23.288 3397 3404 3412 rBV2 71418 152224 4._70% 0.776%
25 23.488 3433 3438 3445 rVB2 26428 49755 1.54% 0.254%

26 24.123 3539 3546 3556 rVB3 67192 152151 4._.70% 0.776%
27 25.116 3705 3715 3727 rBV2 419845 1237328 38.21% 6.311%
28 26.302 3908 3917 3927 rVB3 38052 115744 3.57% 0.590%

Sum of corrected areas: 19607126
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG101618\

BG037361.D

16 Oct 2018 16:12

Jus/sJ

J5516-04

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L
LSCINT.P

SSSI-1011-S-DH-31

Abundance

2000000

1500000

1000000

500000

TIC: BG037361.D

5.65 725 764

8.44

8.11
5 19

10.93

0+

Time--> 3. 50

4.00 450 500 550 600 650

700

750 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 1250

Abundance

2000000

1500000

1000000

500000

TIC: BG037361.D

13.37

16.23

17.49
14.75

14.19 18.35

19.62

20,09

21.77

0

Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

2000000

1500000

1000000

500000

23@ 49

TIC: BG037361.D

25.12

24.12
" 26.30

0

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG101618\

Data File : BG037361.D

Aca On : 16 Oct 2018 16:12

Operator : JU/SJ

ﬁ?ggle i J5516-04 SSSI-1011-S-DH-31
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 5

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

5.19 2.94 ng 50378 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Silane. ethvildimethvl- 88 C4H12Si 000758-21-4 37
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 28
4 2-Pentanol. 2.3-dimethvl- 116 C7H160 004911-70-0 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 324 (5.192 min): BG037361.D (-318) (-) m/z 43.00 100.00%
43.0
59.0
5000
L me ° iB0 500 520 540 5H0
'W””I”“P'”m”'WAW'”W”'W””I””I””P'”P“'P”W'”W m/z 59.00 58.09%
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 I LS UL L
59.0 480 500 520 540 560
m/z 57.95 15.86%
31.0 101.0
”I”'W””ﬁh”“ﬂ”'P'“I””I”'ﬁigﬁ'“ﬁh“'P”'P'”l””l”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1998: Silane, ethyldimethyl-
54.0
480 500 520 540 560
5000 m/z 101.00 15.21%
45.0
73.0
31.0 ‘ 87.0
"EEQP“'m'”HM”I““f”'Wh'ﬂ'”“'“'P'”P'“I”'W”'W'”W
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 T e
59.0 480 5.00 520 5.40 5.60
m/z 41.00 8.06%
5000 41.0
e 3O 1280 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG101618\

Data File : BG037361.D

Aca On : 16 Oct 2018 16:12

Operator : JU/SJ

ﬁ?ggle i J5516-04 SSSI-1011-S-DH-31
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 unknown7.64 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

7.64 75.12 ng 1288770 1,4-Dichlorobenzene-d4 8.11

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12
Abundance Scan 741 (7.642 min): BG037361.D (-732) (-) m/z 131.90 100.00%

131.9
5000 68.0
00 500 || 0 %sme "7k 760 780 800
0 N TR OO | - L .. | NN m/z 68.00 42.36%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R I UL U

7.40 7.60 7.80 8.00
m/z 133.90  33.84%

31.0 51.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
S ERR R BAmEE B R
7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 26.47%
41.0 97.0
| ‘ 20.0 117.0
- ....,ﬂ...,h.n.,.hh bt 2070 Ll
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R AR BREEs R
132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.58%
5000
33.0 440 00 105.0
L B B e e RAREEBAREE R T ERREE EREE S S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037361.D

Aca On : 16 Oct 2018 16:12

Operator : JU/SJ

Sample : J5516-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 4 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.76 6.96 ng 402445 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 91
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 72
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 50
5 Hexanamide 115 C6H13NO 000628-02-4 47
Abundance Scan 2974 (20.762 min): BG037361.D (-2967) (-) m/z 59.00 100.00%
54.0
5000 M
) mmmmmmmm
! 206.9
3 1a0Lrs0 2380 264.0 m/z 72.00  60.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
54.0
5000 AU UL SRS
mmmmmmmm
29.0 m/z 55.00 46.07%
: 126.0
154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38995: Heptanamide, 4-ethyl-5-methyl-
59.0
R S a TR TS A AR
20.40 20.60 20.80 21.00
5000 m/z 41.00 36.64%
114.0
220 | yse0 1420 1710
m/z--> 25 45 65 ab 160 150 140 160 180 200 220 240 2é0 2§0
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59.0 20.40 20.60 20.80 21.00
m/z 43.00 25.41%
5000
83.0 111.0 141.0 170.0 196.0 2290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2040 20%0 20.80 2100
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG101618\

Data File : BG037361.D

Aca On : 16 Oct 2018 16:12

Operator : JU/SJ

ﬁ?ggle i J5516-04 SSSI-1011-S-DH-31
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 5 Oxalic acid, isobutyl tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.38 3.13 ng 181286 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 90
2 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 68
3 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 64
4 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 64
5 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 62
Abundance Scan 3079 (21.379 min): BG037361.D (-3074) (-) m/z 57.00 100.00%
57.0
5000 850
111.0
140 0 21.00 21.20 21.40 21.60
.-L L 20016901061 2648 307 | U300 67.910%
m/z--> 50 100 150 200 250 300 350
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester
57.0
5000 AR AR BARLAREE
21,00 21.20 21.40 21.60
29.0 m/z 71.00 45_.89%
|‘]] Hllo 1480 196.0 241.0
m/z--> 50 100 150 200 250 300 350
Abundance #204545: Oxalic acid, isobutyl heptadecyl ester
57.0
21.00 21.20 21.40 21.60
5000 m/z 55.00 42 .94%
83.0
29.0
| “ ‘ . 111 1390 169.0 21002380 28?'0
m/z--> 50 100 150 200 250 300 350
Abundance #211266: Oxalic acid, isobutyl octadecy! ester L L mET et e S
57.0 21.00 21.20 21.40 21.60
m/z 85.05 36.57%
5000
20.0 83.0
| 111.0 113901600 22402520 291.0
m/z--> 55 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG101618\

Data File : BG037361.D

Aca On : 16 Oct 2018 16:12

Operator : JU/SJ

ﬁ?ggle i J5516-04 SSSI-1011-S-DH-31
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.29 2.63 ng 152224 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3404 (23.288 min): BG037361.D (-3397) (-) m/z 57.00 100.00%
57.0
5000 85.0
141 0 207.9 . 23.00 23.20 23.40 23.60
b ” -' e d09L 2005 25182819 3849 m/z 71.05 59.13%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 I RN SRR IR L
85.0 23.00 23.20 23.40 23.60
29.0 m/z 43.00 58.26%
I j ﬂ130141016901970225025302820
m/z--> 50 100 1éo 260 2éo 360 3éo
Abundance #194493: Hexacosane
57.0
| 23.00 23.20 2340 23.60
5000 85.0 m/z 85.00 43.15%
290 i Jll 141.0169.0197.022502530 _ 29503230 _ 367.0
m/z--> éo 150 260 250 300 3éo
Abundance #141425: Heneicosane
57.0 23.00 23.20 23.40 23.60
m/z 55.00 25.41%
5000 85.0
29.0
| “I L Jﬂ13°14101690197022502530 296.0
m/z--> 5'0 100 1&'30 2(')0 25'30 3(')0 3&'30 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG101618\

Data File : BG037361.D

Aca On : 16 Oct 2018 16:12

Operator : JU/SJ

ﬁ?ggle i J5516-04 SSSI-1011-S-DH-31
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 7 Triacontane Concentration Rank 7

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

24 .12 2.46 ng 152151 Perylene-di12 25.12

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Triacontane 422 C30H62 000638-68-6 83
3 Octadecane 254 C18H38 000593-45-3 83
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 80
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 80

Abundance Scan 3546 (24.123 min): BG037361.D (-3539) (-) m/z 57.00 100.00%
5%.0
5000
901 141.1 280 9 23.80 24.00 24.20 24.40
211.2 : : : :
ALy et TPT a8 m/z 71.00 63.10%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane

5000

23.80 24.00 24.20 24.40
m/z 43.00 54.08%

282.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
T T T T R T T T
23.80 24.00 24.20 24.40
5000 m/z 85.00 48 .59%
99.0
26.0) | | . ﬂ | 1410 1830 2250 267.0 3090 3510 422.0
S B ....,....,.... BLILE I i i o e o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57.0 23.80 24.00 24.20 24.40
m/z 54.95 24.12%
5000
99.0
26/0, L 141.0 183.0 221,0254.0
— LA L e o e e o e e o B B N R o e e R
m/z--> 50 100 150 200 250 300 350 400 23.80 24. 00 24.20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101618\

Data File : BG037361.D

Acq On : 16 Oct 2018 16:12

Operator : JU/SJ

3?22'6 i J5516-04 SSSI-1011-S-DH-31
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.19 2.9 ng 50378 1 8.11 343123 20.0
unknown? .64 7.64 75.1 ng 1288770 1 8.11 343123 20.0
9-Octadecenamide, ... 20.76 7.0 ng 402445 5 21.77 1157150 20.0
Oxalic acid, isob... 21.38 3.1 ng 181286 5 21.77 1157150 20.0
Eicosane 23.29 2.6 ng 152224 5 21.77 1157150 20.0
Triacontane 24 .12 2.5 ng 152151 6 25.12 1237330 20.0
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