LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\

Data File : BG028802.D

Aca On : 18 Sep 2017 19:39 Instrument :

Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol

agmple : 15259-02 mnﬂmozcgmpc
isc :

ALS Vial : 12 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 G\METHODS\8270-BG091217.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 5.392 302 307 313 rBV 22984 34865 1.09% 0.273%
2 5.856 379 386 399 rBV 272036 473519 14.76% 3.711%
3 7.442 649 656 667 rBV 206090 389956 12.15% 3.056%
4 7.824 714 721 731 rBV 436476 795025 24.78% 6.231%
5 8.288 793 800 809 rBV2 98959 182689 5.69% 1.432%

8.617 848 856 866 rvVB 399704 708772 22.09% 5.555%
9.457 991 999 1008 rBV 329062 616911 19.23% 4 _.835%
11.108 1271 1280 1290 rBV 135522 259289 8.08% 2.032%
1033038 1641493 51.16% 12.866%
14.910 1918 1927 1935 rBV2 239662 409890 12.77% 3.213%
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11 16.396 2173 2180 2191 rBV 985241 1611690 50.23% 12.632%
12 17.660 2388 2395 2406 rVB2 401655 628074 19.57% 4.923%
13 18.300 2498 2504 2510 rBV3 45612 58387 1.82% 0.458%
14 19.904 2772 2777 2782 rBV 112172 132606 4._.13% 1.039%
15 20.251 2829 2836 2847 rBV 2308288 3208826 100.00% 25.150%

16 21.573 3052 3061 3064 rBV9 13716 33185 1.03% 0.260%
17 21.984 3122 3131 3140 rBV 413847 742688 23.15% 5.821%

18 23.183 3329 3335 3344 rVB3 78057 143493 4_.47% 1.125%
19 25.445 3710 3720 3735 rBvV2 208726 687182 21.42% 5.386%

Sum of corrected areas: 12758540
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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:\HPCHEMI\BNA G\DATA\BG091817\

: BG028802.D

: 18 Sep 2017 19:39

: SJ/JU

- 15259-02 20170602-COMP-C
12 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG028802.D

7.82 8.62

586 9.46
7.44
8.29 1111

5.39

0
Time-->

950 10.00 1050 1100 1150 1200 1250 1300

4.00 4.50 500 5.50 600

6.50 7.00 750 8.00 8.50 900

Abundance

2000000

1500000

1000000

500000

TIC: BG028802.D

2025

1353 16.40

17.66 21.98
14.91
19.90

18.30 21.57

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

TIC: BG028802.D

25.44
23.18

07
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:\HPCHEM1\BNA G\DATA\BG091817\

Data File : BG028802.D

Aca On : 18 Sep 2017 19:39

Operator : SJ/JU

ﬁ?ggle i 15259-02 20170602-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 4

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

5.39 3.82 ng 34865 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Butane 58 C4H10 000106-97-8 9
4 Propvlamine 59 C3HSN 000107-10-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 307 (5.392 min): BG028802.D (-302) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1
| 83.1 | 5.00 5.20 5.40 5.60 5.80
e et e e m/z 59.10 59.85%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 5.00 5.20 540 560 5.80
0
150 a0 1010 m/z 101.10 20.63%
'”I'”'I”"P'”Pﬂ"ﬁw"W"JI"”I'”'?%q'l”'km”"P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
S RARRSRARRS RS AR
5.00 5.20 5.40 5.60 5.80
5000 m/z 58.10 14 .55%
55.0
27.0
150 10 830 980
mz-> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #234: Butane
43.0 5.00 5.20 5.40 5.60 5.80
m/z 39.00 6.33%
5000 29.0
15.0 ‘ 58.0
"'%Q'W'J”I'J'P"“l'”l”"P"W'”'I”"P"W"”I' SRS SRS LR LA R
m/z--> 0 10 20 30 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\

Data File : BG028802.D

Aca On : 18 Sep 2017 19:39

Operator : SJ/JU

ﬁ?ggle i 15259-02 20170602-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.82 Concentration Rank 1

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

7.82 87.04 ng 795025 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 720 (7.818 min): BG028802.D (-714) (-) m/z 132.05 100.00%
13p.1
5000 68.1
96.1 I L R L
40.1 193.0 7.40 7.60 7.80 8.00 8.20
L WA m/z 68.10 46.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I L R L
7.40 7.60 7.80 8.00 8.20
310 5L0 ‘ ‘ m/z 66.05 34 .96%
‘ L1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.05 30.32%

15.0 39.0 63.0 78.0 104.0

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile T ERAmEr EEREE R
132.0 740 7.60 7.80 8.00 8.20

m/z 69.10 18.97%
5000
39.0 65.0 %0

S MR R £ [ — 7L SR S N U—
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\

Data File : BG028802.D

Aca On : 18 Sep 2017 19:39

Operator : SJ/JU

ﬁ?ggle i 15259-02 20170602-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 Butyl citrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.90 3.57 ng 132606 Chrysene-di12 21.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Tributvl acetvicitrate 402 C20H3408 000077-90-7 74
3 Adipic acid. 2.4-dimethvlpent-3-... 300 C17H3204 1000349-77-6 72
4 Adipic acid. 4-bromophenvl butvl... 356 C16H21Br04 1000324-37-9 64
5 Dibutyl adipate 258 C14H2604 000105-99-7 56
Abundance Scan 2776 (19.898 min): BG028802.D (-2772) (-) m/z 185.10 100.00%
185.1
129.0
5000
57.1 R
259.2 10'60 19'20 20000 2020
102. 1571 19.60 19.80 20.00 20.20
— .|l,'. COpp h s | ms1 ] 860 17°159.00  63.95%
m/z--> 50 100 150 200 250 300 350
Abundance #190469: Butyl citrate
185.0
129.0
5000 SRR BRI UL
19.60 19.80 20.00 20.20
41.0 259.0 m/z 57.10 32 .54%
|| 870 | 1570 | 2130 287.0 361.0
m/z--> 50 100 150 200 250 300 350
Abundance
185.0
1290 19.60 19.80 20.00 20.20
so00] B0 259.0 m/z 41.10 19.16%
157.0
102.0 213.0 329.0
m/z--> " s0 100 150 200 250 300 350
Abundance #144725: Adipic acid, 2,4-dimethylpent-3-yl isobuty! ester
129.0 19.60 19.80 20.00 20.20
m/z 259.20 12.89%
5000 185.0
57.0
290, | M | ast0 | 270 . .
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091817\

Data File : BG028802.D

Aca On : 18 Sep 2017 19:39

Operator : SJ/JU

ﬁ?ggle i 15259-02 20170602-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 1,4-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.18 3.86 ng 143493 Chrysene-di12 21.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenedicarboxvlic acid. bi... 390 C24H3804 006422-86-2 53
2 Terephthalic acid. 3-methvlbut-2._.. 348 C21H3204 1000356-27-6 53
3 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 43
4 Terephthalic acid. di(4-octvl) e... 390 C24H3804 1000323-74-2 38
5 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 38
Abundance Scan 3335 (23.183 min): BG028802.D (-3329) (-) m/z 70.10 100.00%
70.1 261.1
149.0
5000 112.2
201 ‘ } } 192.0521 9 . 22.80 23.00 23.20 23.40
. G“, y lh.|.~--,'.- S W vl 1 32 4012 77 261.10  88.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
261.0
149.0
70.0
5000 112.0 U LR BN BUALRE B
22.80 23.00 23.20 23.40
L L m/z 149.00 67.11%
390 L Ll w00z | zot0  sero
m/z--> 50 100 150 200 250 300 350 400
Abundance
261.0
22.80 23.00 23.20 23.40
5000 70.0 m/z 112.20 44 _01%
149.0
29.0 104.0 219.0
mz-> 50 100 150 200 250 300 350 400
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este R g s )
70.0 22.80 23.00 23.20 23.40
0
149.0 261.0 m/z 57.10 42 _.96%
5000
39“0| I J‘] | ‘ { 790 2320 | | 3040 3610
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG091817\

Data File : BG028802.D

Acq On : 18 Sep 2017 19:39

Operator : SJ/JU

ﬁ?ggle i 15259-02 20170602-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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... 5.39 3.8 ng 34865 1 8.29 182689 20.0
unknown? .82 7.82 87.0 ng 795025 1 8.29 182689 20.0
Butyl citrate 19.90 3.6 ng 132606 5 21.98 742688 20.0
1,4-Benzenedicarb... 23.18 3.9 ng 143493 5 21.98 742688 20.0
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