LSC Area Percent Report

Data Path : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_G\DATA\BG062919\
Data File : BG041542.D

Acq On 29 Jun 2019 12:21

Operator : HP/JU

Sample - K3555-06

Misc :

ALS Vial : 6 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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_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

4.562 247 251 255 rBv4 14353 21066 1.18% 0.222%
5.567 416 422 436 rBvY 374985 626721 35.02% 6.594%
rvB 403589 689508 38.53% 7.255%
7.559 754 761 769 rBV 386856 671342 37.51% 7.064%
8.029 835 841 852 rVB 99667 173171 9.68% 1.822%
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8.352 889 896 906 rVvB 302417 531366 29.69% 5.591%
9.210 1035 1042 1056 rBV 229582 437067 24.42% 4 _599%
rvB 104249 191636 10.71% 2.016%
13.293 1730 1737 1749 rBV 606070 928689 51.89% 9.772%
14.121 1873 1878 1887 rBVY 45642 79002 4.41% 0.831%
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11 14.674 1965 1972 1981 rBV2 185504 292950 16.37% 3.082%
12 16.166 2219 2226 2248 rBV 560669 907481 50.71% 9.549%
13 17.423 2434 2440 2453 rBvV2 277813 423659 23.67% 4._.458%

14 18.281 2581 2586 2594 rBvV2 42766 76430 4.27% 0.804%
15 19.550 2798 2802 2809 rBvV7 11324 25672 1.43% 0.270%
16 20.020 2877 2882 2890 rBVY 1355950 1789623 100.00% 18.831%
17 21.295 3094 3099 3103 rBvVv6 24033 47493 2.65% 0.500%
18 21.695 3160 3167 3177 rBvV 345130 584055 32.64% 6.146%
19 21.836 3187 3191 3195 rVvB3 17076 20989 1.17% 0.221%
20 22.441 3289 3294 3302 rVB3 32506 52803 2.95% 0.556%
21 23.134 3407 3412 3420 rBV3 45503 81358 4 _.55% 0.856%
22 23.328 3439 3445 3455 rVB 44345 83254 4 .65% 0.876%
23 23.945 3542 3550 3557 rBV2 40383 98009 5.48% 1.031%
24 24.897 3706 3712 3716 rBV5 24270 54041 3.02% 0.569%
25 24.979 3717 3726 3741 rVB3 188560 566677 31.66% 5.963%
26 26.037 3900 3906 3917 rVB7 18191 49688 2.78% 0.523%
Sum of corrected areas: 9503750
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

\\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_G\DATA\BG062919\

BG041542.D

29 Jun 2019 12:21

HP/JU

K3555-06

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1200000
1000000
800000
600000
400000

200000

.

TIC: BG041542.D

557 7.19 756

8.35
9.21

)t

8.03
4.56

10.85

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance

1200000

1000000

800000

600000

400000

200000

TIC: BG041542.D

13.29

16.17

17.42
14.67

14.12 18.28

19.55

20.02

21.69

21.30 p1.84 2244
A It

07
Time-->

13.00 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

1200000

1000000

800000

600000

400000

200000

232333
AA

TIC: BG041542.D

24.98

24.80

23.95
n 26.04

0k

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 : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_G\DATA\BG062919\
Data File : BG041542.D

Acq On 29 Jun 2019 12:21

Operator : HP/JU

Sample - K3555-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 Cyclotrisiloxane, hexamethyl- Concentration Rank 7

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

4._.56 2.43 ng 21066 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotrisiloxane, hexamethyl- 222 C6H1803Si3 000541-05-9 64
2 2-Ethylacridine 207 C15H13N 055751-83-2 50
3 1H-Indole, 5-methyl-2-phenyl- 207 C15H13N 013228-36-9 45
4 4-Cyclohexene-1,2-dicarboximide, ... 207 C12H17NO2 028916-00-9 42
5 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 39

Abundance Scan 251 (4.562 min): BG041542.D (-247) (-) m/z 206.95 100.00%
5000
40 133 191 420 440 460 480
9 115 147 163 177 - : - :
SN N (R R NS Lo N N m/z 207.90 13.17%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79618: Cyclotrisiloxane, hexamethyl-
207
5000 LA L L L L LB LB L B
420 4.40 4.60 4.80
m/z 209.00 12.91%
9 133 101
15 29 45 59 73 119 149 163 177 ™ | 222

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192 207
R R
420 4.40 4.60 4.80
5000 m/z 190.90 11.29%
96
62 76 114125 140151 166178
T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67012: 1H-Indole, 5-methyl-2-phenyl- R R M o
207 420 4.40 4.60 4.80
m/z 40.00 8.85%
5000
o1 ' 128 152165178101
L B A W o e e B A RA ma e e R BAEEE EE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_G\DATA\BG062919\
Data File : BG041542.D

Acq On 29 Jun 2019 12:21

Operator : HP/JU

Sample - K3555-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_M
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 unknown7.56 Concentration Rank 1

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

7.56 77.54 ng 671342 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 38
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 761 (7.559 min): BG041542.D (-754) (-) m/z 132.00 100.00%
132
5000 68 /\_
96 LU UL L L I
40 75 103 ‘ 720 7.40 7.60 7.80
..,....,....,...!Il!.‘.‘?" CEIA |,..':-.,..5.‘.7,....,.'!..,.1.1.5.,....,"...,.. m/z 67.95 46.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- /\
132
5000 A e
69 7.20 7.40 7.60 7.80

m/z 66.00 34 .84%

I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

7.20 7.40 7.60 7.80
5000 97 m/z 134.00 34.33%

70
31 4451 60

T 86 105 116
wwmmwwmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14502: 1H-Benzimidazole, 2-methyl- R L o
132 7.20 7.40 7.60 7.80
m/z 69.10 21.98%

5000
63
15 27 89 82 W 77 92 104 4, ]
NN WD AN | NN NS AN ¢ AR | NN,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_G\DATA\BG062919\
Data File : BG041542.D

Acq On 29 Jun 2019 12:21

Operator : HP/JU

Sample - K3555-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_M
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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.28 3.61 ng 76430 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2586 (18.281 min): BG041542.D (-2581) (-) m/z 73.00 100.00%
73
43 60
5000 129
o 213
| | M 115 | 143157171185199 | ., 256 18.00 18.20 18.40 18.60
SNBSS - b B m/z 43.00 72.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129

18.00 18.20 18.40 18.60

m/z 60.00 70.82%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
18.00 18.20 18.40 18.60
5000 129 m/z 55.00 66.67%
29 87
199
101115 143157141185 213 242
15 226
o LB A o o B AARRERR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73 18.00 18.20 18.40 18.60
m/z 57.00 60.03%
5000
29
129
“ ?7 N ‘ 7 214
el A T | 143187 | W90 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_G\DATA\BG062919\
Data File : BG041542.D

Acq On 29 Jun 2019 12:21

Operator : HP/JU

Sample - K3555-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_M
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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.13 2.79 ng 81358 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 3411 (23.129 min): BG041542.D (-3407) (-) m/z 57.00 100.00%

57
e WW“//\W
99 T TTTT TTTT TTTT TTTT

ﬂlmﬁmmwm 357 22.80 23.00 23.20 23.40

SN N TP 1 B T s — m/z 43.05 75.54%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194494: Hexacosane
57

5000 T A A
22. 80 23. 00 23. 20 23.40

m/z 71.00 62 .56%

99
h ||| 141 183 225 267 300 366
P8 T TRt T U —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
22.80 23.00 23.20 23.40
5000 m/z 85.05 54.76%

99
26 141 183 225 267 309 351 393 436

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 22.80 23.00 23.20 23.40

m/z 55.00 29.92%

5000

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22.80 23.00 23.20 23.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_G\DATA\BG062919\

BG041542.D

29 Jun 2019 12:21
HP/JuU

K3555-06

6 Sample Multiplier: 1

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R.T. EstConc

23.33 2.
Hit# of 5
11,5,9-Und

2 Docosa-2,
3 Squalene

6 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 5
Area Relative to ISTD R.T.

85 ng 83254 Chrysene-di12 21.69
Tentative ID MW  MolForm CAS# Qual
ecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 72
6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 72
410 C30H50 000111-02-4 72
410 C30H50 007683-64-9 72

4 Supraene

052475-89-5 59

5 3-Cyclohexene-1-carboxaldehyde, ... 192 C13H200
Abundance Scan 3445 (23.328 min): BG041542.D (-3439) (-)
69
5000
41
. ;l| *1?.4. D208 249 282 s
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69
41
5000
95 123 149
...w,wH [P
m/z--> 100 150 200 250 300 350 400
Abundance
69
5000 41
93
136
113 | 161 192 931 273 315341 384
L e e o B B L e o e e o o S BN B i e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
5000
41
95 137
g b ” 117 | 161 191 217 244 273 299 341 367 410
L BN i T T T T T T
m/z--> 50 100 150 200 250 300 350 400

m/z 69.00 100.00%

23.00 23.20 23.40 23.60

m/z 80.95 42 _.51%

23.00 23.20 23.40 23.60

m/z 41.00 27 .25%

23.00 23.20 23.40 23.60

m/z 68.10 15.82%

o

23.00 23.20 23.40 23.60

m/z 95.00 14 .48%

-

23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_G\DATA\BG062919\
Data File : BG041542.D

Acq On 29 Jun 2019 12:21

Operator : HP/JU

Sample - K3555-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_M
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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.95 3.46 ng 98009 Perylene-d12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 64
3 Nonadecane, 2,3-dimethyl- 296 C21H44 075163-99-4 64
4 Triacontane 422 C30H62 000638-68-6 62
5 2-methyloctacosane 408 C29H60 1000376-72-8 62
Abundance Scan 3551 (23.951 min): BG041542.D (-3542) (-) m/z 57.05 100.00%
57
23.60 23.80 24.00 24.20
m/z 43.00 84 .64%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 AU UALEE &
Bmmmmmmm
m/z 70.95 68.17%
\‘ N h | “ 1}3 \141 . 169 197 225 254
m/z--> 55 160 150 260 2%0 360 3%0
Abundance
57
g5 23.60 23.80 24.00 24.20
5000 m/z 85.10 51.53%
29 113 253
141 169 197 705 380
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #141439: Nonadecane, 2,3-dimethyl-
43 23.60 23.80 24.00 24.20
71 m/z 55.00 31.15%
5000
253
L)) n 127 155 183 225 |
m/z--> 50 100 150 2(')0 250 3(')0 3&'10 23 60 23. 80 24 00 24 20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\TERASTORAGE\SVOASRV\HPCHEM1\BNA_G\DATA\BG062919\
Data File : BG041542.D

Acq On 29 Jun 2019 12:21

Operator : HP/JU

Sample - K3555-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG062619_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]
Cyclotrisiloxane, ... 4._.56 2.4 ng 21066 1 8.03 173171 20.0
unknown? .56 7.56 77.5 ng 671342 1 8.03 173171 20.0
n-Hexadecanoic acid 18.28 3.6 ng 76430 4 17.42 423659 20.0
Hexacosane 23.13 2.8 ng 81358 5 21.69 584055 20.0
1,5,9-Undecatrien... 23.33 2.9 ng 83254 5 21.69 584055 20.0
Octadecane 23.95 3.5 ng 98009 6 24.98 566677 20.0
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